LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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: VDO69461.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.156 372 380 388 rBvVv3 21234 63050 1.46% 0.147%
2 4.967 507 518 528 rBv4 29918 96451 2.24% 0.224%
3 7.202 886 898 906 rBvV3 22164 68916 1.60% 0.160%
4 7.914 1008 1019 1024 rBV 245312 589972 13.70% 1.372%
5 7.979 1024 1030 1039 rVV 357813 813642 18.90% 1.892%
6 8.061 1039 1044 1054 rVB4 26528 65016 1.51% ©.151%
7 8.332 1077 1090 1102 rVB2 208569 504525 11.72% 1.173%
8 8.455 1102 1111 1114 rVV6 17580 44120 1.02% ©.103%
9 8.508 1115 1120 1129 rVV4 28971 94545 2.20% 0.220%
10 8.602 1129 1136 1144 rVB5 19163 47659 1.11% 0.111%
11 8.861 1171 1180 1189 rBV 580946 1167476 27.12% 2.715%
12 9.349 1249 1263 1268 rBV3 110443 320736 7.45% 0.746%
13  9.408 1268 1273 1281 rVV3 65809 133022 3.09% 0.309%
14  9.626 1299 1310 1323 rVB4 67011 163440 3.80% 0.380%
15 9.773 1327 1335 1343 rVB3 87279 182997 4.25% 0.426%
16 9.914 1349 1359 1363 rBv2 83509 178060 4.14% 0.414%
17 9.961 1363 1367 1373 rVB2 47264 89263 2.07% 0.208%
18 10.096 1383 1390 1394 rBv4 59341 123243 2.86% 0.287%
19 10.144 1394 1398 1406 rVB2 53506 94313 2.19% 0.219%
20 10.261 1414 1418 1423 rVB3 38426 76344 1.77% 0.178%
21 10.338 1423 1431 1446 rBV 1253443 2513352 58.38% 5.846%
22 10.455 1446 1451 1454 rBV3 41763 67735 1.57% 0.158%
23 10.502 1454 1459 1470 rVB4 127017 352784 8.19% 0.821%
24 10.632 1470 1481 1484 rBV4 61062 131776 3.06% 0.307%
25 10.679 1484 1489 1493 rVV2 136044 240196 5.58% ©.559%
26 10.779 1500 1506 1510 rBV4 99324 215543 5.01% 0.501%
27 10.814 1510 1512 1515 rVV3 40180 48748 1.13% 0.113%
28 10.861 1515 1520 1525 rVB 160521 261954 6.08% 0.609%
29 11.049 1541 1552 1560 rBV 272463 703528 16.34% 1.636%
30 11.120 1560 1564 1567 rVV2 120615 206838 4.80% 0.481%

31 11.191 1571 1576 1579 rVWW 266733 472355 10.97%
32 11.243 1579 1585 1591 rVW 796619 1537861 35.72%
33 11.296 1591 1594 1597 rVV3 128500 201137 4.67%
34 11.349 1597 1603 1608 rVvVv2 568418 1075411 24.98%
35 11.391 1608 1610 1615 rVV 168538 224713 5.22%
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36 11.443 1615 1619 1627 rVB2 288705 524320 12.18% 1.220%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 11.514 1627 1631 1636 rBV 108921 175782 4.08%  0.409%
38 11.567 1636 1640 1644 rVV5 38865 65710 1.53% 0.153%
39 11.643 1645 1653 1663 rVB 958251 1761818 40.92% 4.098%
40 11.773 1670 1675 1678 rBV2 148171 231404 5.38% 0.538%
41 11.826 1678 1684 1689 rVv4 313377 703158 16.33% 1.636%
42 11.885 1689 1694 1697 rVV2 399161 714869 16.61% 1.663%
43 11.920 1698 1700 1706 rVB4 353675 552514 12.83%  1.285%
44 11.985 1706 1711 1715 rBV4 119564 233484 5.42% 0.543%
45 12.067 1718 1725 1731 rVB6 169510 389748 9.05% 0.907%

46 12.149 1731 1739 1745 rBV3 699482 1774847 41.23%  4.128%
47 12.232 1750 1753 1762 rVB6 220895 560451 13.02% 1.304%
48 12.373 1762 1777 1784 rBV4 1181581 4305109 100.00% 10.013%
49 12.455 1786 1791 1795 rBV6 210501 354497 8.23% 0.825%
50 12.514 1798 1801 1808 rVB5 336833 632821 14.70% 1.472%

51 12.573 1808 1811 1814 rVB2 115012 145557 3.38% ©.339%
52 12.626 1814 1820 1826 rVB2 1057123 1828147 42.46%  4.252%
53 12.714 1826 1835 1840 rBV6 304189 926614 21.52%  2.155%
54 12.790 1843 1848 1854 rVB2 909918 1675424 38.92%  3.897%
55 12.873 1854 1862 1867 rBV5 343586 1064250 24.72%  2.475%
56 12.955 1868 1876 1880 rBV8 550510 1507066 35.01%  3.505%
57 13.090 1894 1899 1903 rBv4 390254 596928 13.87% 1.388%
58 13.137 1903 1907 1910 rBV5 238527 415162 9.64% 0.966%
59 13.273 1926 1930 1932 rBV2 182157 252462 5.86% ©0.587%
60 13.308 1932 1936 1939 rVV 266527 401596 9.33% 0.934%
61 13.355 1940 1944 1947 rVB3 249793 378229 8.79% ©.880%
62 13.432 1954 1957 1958 rBV3 107840 131541 3.06% 0.306%
63 13.490 1965 1967 1973 rVB6 159895 204298 4.75% 0.475%
64 13.567 1975 1980 19906 rVB 927108 1712631 39.78%  3.983%
65 13.708 1998 2004 2009 rBV3 398572 715137 16.61% 1.663%
66 13.749 2009 2011 2014 rVB4 62125 66166 1.54% 0.154%
67 13.890 2029 2035 2039 rBV2 611329 1094730 25.43%  2.546%
68 13.990 2049 2052 2056 rBV5 161907 258824 6.01% 0.602%
69 14.208 2085 2089 2092 rBv4 138585 203868 4.74%  0.474%
70 14.273 2097 2100 2107 rVB5 239838 439954 10.22% 1.023%
71 14.332 2108 2110 2115 rVB5 73019 88454  2.05%  0.206%
72 14.396 2116 2121 2124 rBV2 320493 509476 11.83%  1.185%
73 14.561 2141 2149 2154 rBV5 271405 637154 14.80%  1.482%
74 14.814 2189 2192 2197 rVB5 129845 206501 4.80% ©.480%
75 15.149 2245 2249 2251 rBv4 102659 154791 3.60% ©.360%

76 15.267 2266 2269 2278 rVB6 183234 358255 8.32% ©.833%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 207920 350751 8.15% ©.816%
78 15.431 2293 2297 2300 rBV7 90373 157911 3.67% ©.367%
79 15.767 2351 2354 2361 rVB6 187465 360303 8.37% 0.838%

Sum of corrected areas: 42993433
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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LSC Report - Integrated Chromatogram

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

: VDO69461.D

: 16 Jun 2021 12:32

: VA/SY

. M2709-01 :

: 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E
: 9 Sample Multiplier: 1

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

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

TIC: VD069461.D\data.ms

4.156 4.967

0
Time-->
Abundance
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TIC: VD069461.D\data.ms
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‘ ‘ ‘ ‘ —

8.50 10.00 10 50 11.00

12.873
12.626

13.567

12.790
12.955

13.890

12.149

13.708
3. 990

38

l.. :

14. 3&6‘ -pb1

14. 27
14. 814
;r

29()

‘ 13 4

.885 2 zm

920

D.87
12.714

152%355
4. 21 15.14 543, 15767
12 " ' 23 / l

.A

Time-->

82D061121S.M
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.243 43.64 ug/l 1537860 Chlorobenzene-d5 11.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 72
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
4 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 59
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 58

Abundance Scan 1585 (11.243 min): VD069461.D\data.ms (-1579) (-  m/z 111.10 100.00%

111.1
69.0
5000
41.0 \ /\

2068 n/z 69.00  66.68%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11584: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

5000 41.0 T 1
11.00 11.50
m/z 55.00 33.48%

15.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36845: Cyclooctane, (1-methylpropyl)-
69.0

o

o

1110 T I T T I T
11.00 11.50
5000 ITI/Z 41.00 22.73%
41.0
) NS A S A VY S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11593: Cyclohexane, 1,3,5-trimethyl- T —
69.0 111.0 11.00 11.50

m/z 56.00  18.33%

5000 41.0 M}\J\/{\/\ﬂ\m
0 H ‘\H \‘\ \‘ | | ‘

— T
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 : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 Heptane, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.349 30.52 ug/l 1075410 Chlorobenzene-d5 11.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
2 1-Octene, 4-methyl- 126 C9H18 013151-12-7 58
3 Hexyl octyl ether 214 C14H300 017071-54-4 53
4 Hexane, 2,3,5-trimethyl- 128 C9H20 001069-53-0 53
5 Hexane, 3-ethyl-2-methyl- 128 C9H20 016789-46-1 50

Abundance Scan 1603 (11.349 min): VD069461.D\data.ms (-1597) (- m/z 43.00 100.00%

84.0
5000
57.0
T s
Il ‘ H‘ 1260 11.00 11.50
0wwm_m,w,mWm_m_m‘w,mwwwww m/z 84.05 65.83%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #12694: Heptane, 2,3-dimethyl-
43.0
5000 = AN
84.0 11.00 11.50
57.0 m/z 85.00 48.89%
270
0 | M\ 99.0 113.0 128.0

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

Abundance #11522: 1-Octene, 4-methyl- h
43.0
11.00 11.50
5000 m/z 41.00  38.00%
84.0
290 57.0
wwm‘w,w,mwwm_m‘w,mWm‘mwm_
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #72867: Hexyl octyl ether T 7
430 579 85.0 11.00 11.50
m/z 57.00 30.82%
5000
29.0
112
ow“WWm,‘w”,m!_‘wmm‘w,\!mW_Hl‘f‘?ﬁ?_ RS ANAY
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 unknownl2.149 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.149 50.37 ug/l 1774850 Chlorobenzene-d5 11.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 43
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 43
3 trans-1,2-Diethyl cyclopentane 126 CO9H18 000932-40-1 43
4 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 41
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 38

Abundance Scan 1739 (12.149 min): VD069461.D\data.ms (-1731) (- m/z 97.05 100.00%
5!:

5.0 97.0
5000
125.1 i e
‘ (| H 12.00 12.50
Ot gl L1650 2081 ;5500 92.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6750: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 — —
12.00 12.50
27.0 m/z 57.00 79.96%
OH‘\‘\‘MH \\‘\‘\“\‘MH‘NHM‘\\}\‘\\H‘\H\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11569: 2-Hexene, 3,4,4-trimethyl-
97.0
55.0
e —
12.00 12.50
5000 m/z 43.00 52.23%
27.0
H ‘ 126.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11601: trans-1,2-Diethyl cyclopentane S —
55.0 97.0 12.00 12.50
m/z 41.00 49.51%
5000
290‘ 126.0
O\\W\W\H\WH\\wwuHM\u‘m\w\u\w\u‘u\w\u\w\u‘ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 Octane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.373 122.18 ug/1 4305110 Chlorobenzene-d5 11.643
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 87
2 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
3 Heptane, 3-ethyl-2-methyl- 142 C1leH22 014676-29-0 58
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 43
5 Heptyl isobutyl carbonate 216 C12H2403 959068-08-7 38

Abundance Scan 1777 (12.373 min): VD069461.D\data.ms (-1762) (- m/z 57.00 100.00%
57.0

5000 98.1 WJ\JW
T U
| m ‘ 1251 206.8 260.( 12.00 12.50
O bl Ao SE0D SOUS m/z 43.00 43.44%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #19191: Octane, 2,3-dimethyl- M/\M
57.0
5000 98.0 12.‘00 12.‘50
m/z 98.10 43.01%
29.0 ‘ H
O“WM”U“mmw”w”‘W”W‘}ﬁ%QW””\””W‘”W”‘W”W‘
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #38328: Undecane, 6-methyl-
57.0
12.‘00 12.‘50
5000 m/z 41.ee  31.21%
98.0
29.0 ‘
0‘H;NHVHwah\“HM‘}%qgww&zq£wwwww\HH\HH\H
m/z--> 20 40 60 80 100120140 160 180 200220 240 260
Abundance #19217: Heptane, 3-ethyl-2-methyl- P e
57.0 12.00 12.50
m/z 55.00 22.66%
5000 98.0
29.0 ‘
0"wﬂk“M”W”MWJHA‘”w‘}ﬁ%QWH‘w”‘w”‘w”‘w”‘w” T T
m/z--> 20 40 60 80 100120140160 180 200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 unknownl2.714 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.714  27.05 ug/l 926614  1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8-Hexadecyne 222 C16H30 019781-86-3 25
2 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 25
3 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 25
4 Bicyclo[4.1.0]heptane, 3-methyl- 110 C8H14 041977-47-3 25
5 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 25

Abundance Scan 1835 (12.714 min): VD069461.D\data.ms (-1826) (-  m/z 111.05 100.00%

69.0 1111
41.0
5000
140.1 T ‘ T T ‘ T
‘ 193.1 12.50 13.00
0 b E i m/z 69.00  99.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #79551: 8-Hexadecyne
67.0
41.0 95.0
5000 — e
12.50 13.00
123.0 m/z 57.00 98.58%
01150 L a0 o
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18049: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
= -
111.0 12.50 13.00
5000 m/z 55.00 91.01%
41.0
‘ ‘ ‘ ‘ 140.0
S 5 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #18023: Cyclopentane, (2-methylbutyl)- e ——
69.0 12.50 13.00
41.0 m/z 8l.ee  83.11%
5000 111.0
0 R ] 140'0
i R R R RS RN RERERENEN —r —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 2-Octene, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.790 48.91 ug/l 1675420 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 70
2 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 50
3 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20 006783-92-2 46
4 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 38
5 cis-1-Butyl-2-methylcyclopropane 112 C8H16 038851-69-3 38

Abundance Scan 1848 (12.790 min): VD069461.D\data.ms (-1843) - m/z 69.00 100.00%

69.0
125.1
5000 41.0
96.0 — —
‘ M 12.50 13.00
0 Sl A5l 1910 sy 76,00 73.43%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17999: 2-Octene, 2,6-dimethyl-
41.0 69.0
5000 — —
12.50 13.00
m/z 125.10 70.50%
140.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6812: trans-1-Butyl-2-methylcyclopropane
55.0
. R
12.50 13.00
5000 m/z 55.00  58.95%
83.0 1120
ou_m“m_M"“!HJ‘mu_m_m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #18043: Cyclohexane, 1,1,2,3-tetramethyl- —— —
69.0 12.50 13.00
41.0 .
m/z 41.00 43.49%
5000
125.0
M 97.0
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 : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 unknownl12.873 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.873 31.07 ug/l 1064250 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 38
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 38
3 m-Menthane, (1S,3S)-(+)- 140 C1eH20 013837-67-7 38
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C1l0H20 000099-82-1 35
5 Cyclohexane, 1-methyl-3-(1-methy... 140 C10H20 016580-24-8 35

Abundance Scan 1862 (12.873 min): VD069461.D\data.ms (-1854) (- m/z 55.00 100.00%

53.0 81.0
5000 111.0
— —r—
| ‘ | 140.1 12.50 13.00
Ol ekl -l A b ATE8 2078 1, 8100 92.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18079: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0
97.0
5000 — —
12.50 13.00
27.0 m/z 97.00 90.96%
‘ 140.0
O\\\‘\‘\H\\‘i“\\‘\”l“\H“\\“‘\\\\“\\\\‘\\\\"\\\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18075: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0
e —r—
12.50 13.00
5000 ITI/Z 69.00 62.90%
140.0
29.0 ‘ |
Ol bl et e b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18002: m-Menthane, (1S,3S)-(+)- — —
55.0 12.50 13.00
97.0 m/z 111.00 44.93%
5000
29.0 ‘ ‘ 140.0
0‘HWU‘““‘m“l““m““Hm“HH‘HH,‘HH,HH,HHWH — —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 8 Cyclohexane, 1,1-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.955 44.00 ug/l 1507070 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 53
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 53
3 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 52
4 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1000309-68-1 47
5 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 46

Abundance Scan 1876 (12.955 min): VD069461.D\data.ms (-1868) (- m/z 97.00 100.00%
1.0

55.0
5000
140.1 T
\ | 206.9 13.00
0’ ot L 2802000 mjz 55.00  81.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6745: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 T
13.00
m/z 69.00 43.31%
27.0
O\\\‘\U\\‘i“\\\“‘\“\‘\\“1\\1“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6822: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
—r
13.00
5000 ITI/Z 41.00 31.67%
27.0‘ ‘
0‘H‘wtwkH“_JMVW‘M‘HHM‘H‘H‘W‘H‘“‘H,H‘W‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #6334: 2,4-Dimethyl-1,5-diazabicyclo[3.1.0]hexane (cis) P
97.0 13.00
m/z 96.00 23.71%
5000 42.0 9.0 VNVXAJ\ﬁ[kbAM\//VJ
(BN | D —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 Nonane, 2-methyl-3-methylene- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.708 20.88 ug/l 715137 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 68
2 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 64
3 3-Heptene, 2,2,3,5,6-pentamethyl- 168 C12H24 116164-06-8 47
4 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 47
5 5-Undecene 154 C11H22 004941-53-1 45

Abundance Scan 2004 (13.708 min): VD069461.D\data.ms (-1998) (- m/z 69.00 100.00%
69.0

%

5000
41.0
111.0 1541 — ——
‘ ‘ | ‘ ‘ 13.50 14.00
bt L L L L L2066 2598 L. 55 ep  54.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27079: Nonane, 2-methyl-3-methylene-
69.0
41.0
5000 — —
13.50 14.00
m/z 56.00 41.14%
L) ] Jemo gt
O\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #27089: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
— —r
410 1350 14.00
5000 m/z 83.00  39.97%
154.0
97.0
| Lzl
0+ _m L S A A i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #36861: 3-Heptene, 2,2,3,5,6-pentamethyl- —— ——
69.0 13.50 14.00
m/z 41.00 37.29%
125.0
‘ 97.0 ‘ 168.0
o"""“HJ"H‘w“luh‘wlwJm_""‘1wauwww‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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 Spiro[4.5]decane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.890 31.96 ug/l 1094730 1,4-Dichlorobenzene-d4 13.567
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Spiro[4.5]decane 138 C10H18 000176-63-6 70
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 70
3 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 68
4 1H-Inden-1-one, octahydro-, cis- 138 C9H140 002826-65-5 62
5 9-Decen-1-0l, trifluoroacetate 252 C12H19F302 1000352-65-9 58

Abundance Scan 2035 (13.890 min): VD069461.D\data.ms (-2029) (- m/z 55.00 100.00%

55.0
81.0 138.1
5000 109.1
1350 14.00
166.1 - :
0 m”suu‘l“m“Hw‘u_m_mz‘qf}a? m/z 67.00  86.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16860: Spiro[4.5]decane
67.0 96.0
138.0
5000 41.0 — ——
13.50 14.00
m/z 138.05 74.58%
O' \\‘\H“\\‘\\“\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16920: Naphthalene, decahydro-, trans-
67.0
138.0 Lo At
41.0 96.0 13.50 14.00
5000 ITI/Z 81.00 70.56%
0259 BN S Ww
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16896: Cyclooctene, 1,2-dimethyl- — ——
41.0 67.0 13.50 14.00
m/z 82.00 70.32%
95.0 138.0
5000
0 - S—
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD061621\
Data File : VD0O69461.D

Acqg On : 16 Jun 2021 12:32

Operator : VA/SY

Sample : M2709-01

Misc : 5.00G/5.00m1/MSVOA_D/SOIL 0228-COMPOSITE-E

ALS vial : 9 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|
Cyclohexane, 1,... 11.243 43.6 ug/l 1537860 3 11.643 1761820 50.0
Heptane, 2,3-di... 11.349 30.5 ug/l 1075410 3 11.643 1761820 50.0
unknown12.149 12.149 50.4 ug/l 1774850 3 11.643 1761820 50.0
Octane, 2,3-dim... 12.373 122.2 ug/l 4305110 3 11.643 1761820 50.0
unknownl2.714 12.714 27.1 ug/l 926614 4 13.567 1712630 50.0
2-Octene, 2,6-d... 12.790 48.9 ug/l 1675420 4 13.567 1712630 50.0
unknown12.873 12.873 31.1 ug/l 1064250 4 13.567 1712630 50.0
Cyclohexane, 1,... 12.955 44.0 ug/l 1507070 4 13.567 1712630 50.0
Nonane, 2-methy... 13.708 20.9 ug/l 715137 4 13.567 1712630 50.0
Spiro[4.5]decane 13.890 32.0 ug/l 1094730 4 13.567 1712630 50.0
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