LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA D\METHOD\82D122419S.M
Title - SW846 8260
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 1.950 3 5 13 rVB3 20868 27676 1.17% 0.165%
2 2.350 62 73 84 rBvV 82000 148583 6.26% 0.884%
3 4.967 507 518 529 rBV3 17360 56817 2.40% 0.338%
4 7.720 978 986 992 rVB3 11986 28312 1.19% 0.169%
5 7.920 1009 1020 1025 rBV 331843 804303 33.91% 4.788%
6 7.985 1025 1031 1042 rVB 618368 1365659 57.58% 8.129%
7 8.332 1081 1090 1103 rBV 265336 601089 25.34% 3.578%
8 8.867 1171 1181 1196 rBV 867928 1741779 73.43% 10.368%
9 10.338 1423 1431 1448 rBV 1282026 2371915 100.00% 14.119%
10 10.867 1515 1521 1527 rBV5 15297 29146 1.23% 0.173%
11 10.955 1529 1536 1542 rVB 75215 126172 5.32% 0.751%
12 11.055 1548 1553 1562 rBvV2 34579 74451 3.14% 0.443%
13 11.355 1598 1604 1608 rBvV3 30851 53522 2.26% 0.319%

14 11.426 1608 1616 1626 rVB3 68047 159267 6.71% 0.948%
15 11.532 1626 1634 1645 rBV 56103 111814 4.71% 0.666%

16 11.649 1645 1654 1665 rBV 1075775 1899219 80.07% 11.305%
17 11.861 1680 1690 1700 rBV3 84380 174239 7.35% 1.037%
18 11.996 1708 1713 1716 rBV5 17842 36689 1.55% 0.218%
19 12.085 1722 1728 1732 rBV3 41241 75459 3.18% 0.449%
20 12.161 1732 1741 1746 rBvV4 70592 170623 7.19% 1.016%

21 12.273 1751 1760 1766 rVB 213343 374268 15.78% 2.228%
22 12.355 1766 1774 1775 rBV2 79499 136694 5.76% 0.814%
23 12.385 1775 1779 1785 rVB2 126142 220355 9.29% 1.312%
24 12.473 1786 1794 1797 rBV6 35519 86229 3.64% 0.513%
25 12.526 1797 1803 1807 rVvv4 77623 189703 8.00% 1.129%

26 12.561 1807 1809 1812 rVV3 49428 65579 2.76% 0.390%
27 12.637 1816 1822 1834 rVB 793528 1345794 56.74% 8.011%
28 12.732 1834 1838 1841 rBV5 16270 25271 1.07% 0.150%
29 12.796 1847 1849 1856 rVB6 21853 41682 1.76% 0.248%
30 12.879 1856 1863 1868 rBV7 31274 87119 3.67% 0.519%
31 12.961 1870 1877 1882 rBV6 88179 220294 9.29% 1.311%
32 13.102 1896 1901 1905 rBV5 48003 73536 3.10% 0.438%
33 13.155 1905 1910 1911 rBV5 32290 38502 1.62% 0.229%

34 13.190 1912 1916 1925 rVB2 122372 206416 8.70% 1.229%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S .M

Title : SW846 8260

35 13.314 1935 1937 1942 rVB4 26796 35910 1.51% 0.214%
36 13.373 1943 1947 1950 rBV3 32710 50056 2.11% 0.298%

37 13.473 1956 1964 1968 rBvV4 74643 160904 6.78% 0.958%
38 13.584 1976 1983 1992 rVB 863227 1480380 62.41% 8.812%
39 13.726 2003 2007 2011 rVB6 28595 42150 1.78% 0.251%
40 13.908 2032 2038 2042 rBV7 55042 108545 4._.58% 0.646%

41 13.949 2042 2045 2049 rVvv4 37997 61028 2.57% 0.363%
42 14.014 2052 2056 2061 rVB5 37688 67870 2.86% 0.404%
43 14.226 2088 2092 2097 rBVS 21297 34571 1.46% 0.206%

44 14.290 2097 2103 2112 rVV3 107956 224594 9.47% 1.337%
45 14.449 2120 2130 2137 rVB 239047 542627 22.88% 3.230%

46 14.555 2143 2148 2157 rVV 103197 212196 8.95% 1.263%

47 14.626 2157 2160 2169 rVBS8 30372 62358 2.63% 0.371%
48 14.837 2192 2196 2201 rVB7 21872 34100 1.44% 0.203%
49 15.043 2227 2231 2237 rVB2 90152 154213 6.50% 0.918%
50 15.114 2237 2243 2248 rBV3 47861 80905 3.41% 0.482%

51 15.173 2248 2253 2266 rBV3 44536 148934 6.28% 0.887%
52 15.461 2296 2302 2305 rBV2 49673 104702 4.41% 0.623%
53 15.920 2377 2380 2385 rBV6 15020 25080 1.06% 0.149%

Sum of corrected areas: 16799299
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

Abundance TIC: VD064689.D
1200000

1000000
800000
600000
400000

200000
2.35
.95 _J\ 4.97

Time--> 200 2.20 240 260 280 300 320 340 360 380 400 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 580 600 620 640 6.60 6.80
Abundance TIC: VD064689.D

10{34
1200000

11.65

1000000
8.87

800000

7.98
600000

400000 7

200000
{ | bite el

R . O, B . : =

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10 50 11. OO 11. 50
Abundance TIC: VD064689.D

1200000

1000000
13.58

12.64
800000

600000

400000
14.45

12.27
200000 12.3: 14.29 ||14.56
g

15,04
1.4 4.63 14.84 Bhu7 1546 15.02

.86
12;

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

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Octane, 3,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.27 9.85 ug/Il 374268 Chlorobenzene-d5 11.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 3.6-dimethvl- 142 C10H22 015869-94-0 91
2 Octane. 2.6-dimethvl- 142 C10H22 002051-30-1 90
3 Nonane. 3-methvl- 142 C10H22 005911-04-6 83
4 Dodecane. 3-methvl- 184 C13H28 017312-57-1 50
5 Butane, 2,2-dimethyl- 86 C6H14 000075-83-2 47
Abundance Scan 1760 (12.273 min): VD064689.D (-1751) (-) m/z 57.05 100.00%
57
43 ”
5000
113
85 12.00 12.20 12.40 12.60
SN ,”m.,J”??..ﬂw%???f?..,.”.,..”,?9?. m/z 71.10 59.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19185: Octane, 3,6-dimethyl-
57
71
5000 43
12.00 12.20 12.40 12.60
29 m/z 43.10 54.04%
113
] 85 99 T 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19181: Octane, 2,6-dimethyl-
57
43 71 12.00 12.20 12.40 12.60
5000 m/z 41.05 47 .22%
29 113
15 \‘ \‘\ 118 1y 8\5 97 \‘ 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19167: Nonane, 3-methyl- A BN mamE s S
57 12.00 12.20 12.40 12.60
m/z 56.10 31.58%
71
5000 43
29
112
15 | | 85 98 | 127 142
m/z--> 20 40 60 80 100 120 140 160 180 200 12,00 12.20 12,40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064689.D

Aca On : 31 Dec 2019 12:24

Operator : VA/SY

Sample - K6450-03

Misc : 7.60G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Octane, 2,3-dimethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

12.38 5.80 ug/Il 220355 Chlorobenzene-d5 11.65

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane. 2.3-dimethvl- 142 C10H22 007146-60-3 59
2 Heptane. 3-ethvl-2-methvl- 142 C10H22 014676-29-0 45
3 1-Propene. 1.1"-oxvbis-. (E.Z2)- 98 C6H100 004696-29-1 43
4 1-Ethoxv-2.2.3.3.-tetramethvlazi... 143 C8H17NO 037873-27-1 43
5 3H-Pyrazol-3-one, 2,4-dihydro-5-... 98 C4H6N20 000108-26-9 40

Abundance Scan 1778 (12.379 min): VD064689.D (-1775) (-) m/z 57.10 100.00%
57
43 98
5000
69
12.00 12.20 12.40 12.60
109117 126 142 159
.WHHPHWHJJHWJLP“““”P”.””P”wnnpn.””P”wnnpn. m/z 98.00 60.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19191: Octane, 2,3-dimethyl-
57
5000 41 98
12.00 12.20 12.40 12.60
70 m/z 43.10 58.16%
14 JL 85 142
rrrrrerrrhpreeebe e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #19221: Heptane, 3-ethyl-2-methyl-
57
12.00 12.20 12.40 12.60
5000 43 m/z 41.05  46.47%
29 71 %
R & | us 142
T R T e e e [ e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #3266: 1-Propene, 1,1'-oxybis-, (E,2)- RN REEaE RS LR

4 57 12.00 12.20 12.40 12.60

m/z 69.00 19.62%
98
5000
69
I o

”“”w””“”wﬂn.”w””“”wm”“”q””“”w””.”q””““w”” SNALAN AL A

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Cyclohexane, 1,4-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.96 7.44 ug/1l 220294 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.4-dimethvl- 112 C8H16 000589-90-2 58
2 Cvclohexane. 1.3-dimethvl-. cis- 112 C8H16 000638-04-0 58
3 Ethanone. 1-(l-methvlcvclohexvl)- 140 C9H160 002890-62-2 53
4 Cvclohexane. l-ethvl-4-methvl-. ... 126 C9H18 004926-78-7 53
5 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 50
Abundance Scan 1877 (12.961 min): VD064689.D (-1870) (-) m/z 55.00 100.00%
97
5000
1260 12.80 13.00 13.20
m/z 97.00 88.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #6741: Cyclohexane, 1,4-dimethyl-
55 o7
5000
41 112 12.60 12.80 13.00 13.20
m/z 41.00 51.41%
27 83
= I'ﬁ"lh"wl"“'l""l""l""l'
m/z--> 20 40 80 100 120 140 160 180
Abundance #6807. Cyclohexane, 1,3-dimethyl-, cis-
55 o7
1260 12.80 13.00 13.20
5000 a1 m/z 43.10 44 .33%
112
69
|||1|5||‘|‘||‘|M|||“|‘||‘|“|||8‘=3||i||||‘||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180
Abundance #18753: Ethanone, 1-(1-methylcyclohexyl)- T T
55 97 12.60 12.80 13.00 13.20
m/z 69.00 36.05%
5000
69
m/z--> 20 60 80 100 120 140 160 180 12/60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 Decane, 4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.19 6.97 ug/l 206416 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decane. 4-methvl- 156 C11H24 002847-72-5 64
2 n-Amvl ether 158 C10H220 000693-65-2 64
3 Propanoic acid. 2-methvl-. 2-met... 158 C9H1802 002445-69-4 59
4 1-Decene. 4-methvl- 154 C11H22 013151-29-6 52
5 Sulfurous acid, nonyl 2-pentyl e... 278 C14H3003S 1000309-15-8 50
Abundance Scan 1916 (13.190 min): VD064689.D (-1912) (-) m/z 71.05 100.00%
43 7
57
5000
12:80 13.00 13.20 13.40 13.60
.”“.”,.J“: 12714116 188 207 m/z 43.10 83.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28433: Decane, 4-methyl-
L -
57
5000 29 AU AR A B
12:80 13.00 13.20 13.40 13.60
112 m/z 57.05 72 .46%
| | ] 8 | 126141156
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29608: n-Amyl ether
23 7
12180 15,00 13,90 1340 1350
5000 m/z 41.00 51.97%
29
15 | | 57 | 8719115109 158
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance #30333: Propanoic acid, 2-methyl-, 2-methylbuty! ester T
43 7 12.80 13.00 13.20 13.40 13.60
m/z 70.10  42_.75%
5000
27
LS a07i011m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12:80 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 Cyclohexane, (2-methylpropyl)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.47 5.43 ug/Il 160904 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. (2-methvipropvl)- 140 C10H20 001678-98-4 64
2 Cvclohexane. butvl- 140 C10H20 001678-93-9 49
3 Cvclohexane. (l-methvlethvI)- 126 C9H18 000696-29-7 49
4 Cvclohexane. ethvl- 112 C8H16 001678-91-7 43
5 Cyclodecane 140 C10H20 000293-96-9 38

Abundance Scan 1964 (13.473 min): VD064689.D (-1956) (-) m/z 83.10 100.00%
5
41
5000
67 95
140 DDA U SN B
h 1|1|2 123 | 152 188 13.20 13.40 13.60 13.80
L m/z 55.00 91.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18030: Cyclohexane, (2-methylpropyl)-
55 83
41
5000 LRI BN SUCRSN SR B
o7 1320 13.40 13.60 13.80
27 69 140 m/z 82.05 65.04%
112 125
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17971: Cyclohexane, butyl-
55 83
| 13.20 13.40 13.60 13.80
5000 a1 m/z 41.00 58.18%
67 140
. }?II\JIIMMIIJW ,.h“..,l LA S
m/z--> 40 60 80 100 120 140 160 180
Abundance #11583: Cyclohexane, (1-methylethyl)- R EEEEE S
55 83 13.20 13.40 13.60 13.80
m/z 66.95 35.02%
5000 41
67
126
s e e
m/z--> 20 40 60 80 100 120 140 160 180 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Adamantane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.29 7.59 ug/l 224594 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 97
2 Cyclohexene. 5-methyl-3-(l-methy... 136 C10H16 056816-08-1 76
3 1H-Inden-1-one. 2.3.4.5.6.7-hexa... 136 C9H120 022118-00-9 64
4 Bicvclol3.3.11non-6-en-2-one 136 C9H120 022482-58-2 64
5 _gamma.-Terpinene 136 C10H16 000099-85-4 50
Abundance Scan 2103 (14.290 min): VD064689.D (-2097) (-) m/z 136.05 100.00%
79
93
5000
41
7 107121 ' 14.00 14.20 14.40 14.60
151 : : :
108 2% 281 m/z 79.05 63.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15684: Adamantane
136
5000 7993 DL SRR SN BN SUM
14.00 14.20 14.40 14.60
m/z 93.00 53.48%
27 107121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15899: Cyclohexene, 5-methyl-3-(1-methylethenyl)-, trans-(-)

14.00 14.20 14.40 14.60
m/z 80.10 36.91%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16521: 1H-Inden-1-one, 2,3,4,5,6,7-hexahydro-

79 o4 136 14.00 14.20 14.40 14.60

m/z 67.00 35.42%
5000
108
39
53 192

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\
Data File : VD064689.D

Aca On : 31 Dec 2019 12:24

Operator : VA/SY

Sample - K6450-03

Misc : 7.60G/5.00mI/MSVOA D/SOIL

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 1-n-butyladamantane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.45 18.33 ug/Il 542627 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-n-butvladamantane 192 Cl1l4H24 014449-41-3 72
2 1-Adamantanethiol. S-methacrvlovl- 236 C14H200S 1000358-48-9 64
3 Adamantane. 1-chloro- 170 C10H15CI 000935-56-8 64
4 Heptafluorobutanoic acid. l1-adam... 362 C15H17F702 1000282-96-9 59
5 Hexestrol 270 C18H2202 000084-16-2 50
Abundance Scan 2130 (14.449 min): VD064689.D (-2120) (-) m/z 135.10 100.00%
135
5000
| 00 | 5 o || Ta0 140 460 taso
,....','...".,.ﬂ...'i..l..,.'...,... P e e || M/z 93.00 26.63%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54681: 1-n-butyladamantane
135

5000
14.20 14.40 14.60 14.80

m/z 79.05 16.22%

5|5 , 79 93 107 102
{1 NI |
R N o o e R e RRRRREE RS a s s a s R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #90640: 1-Adamantanethiol, S-methacryloyl-
135
R AEEEAEE
14.20 14.40 14.60 14.80
5000 m/z 150.10 14 .30%
;s 79Ty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37895: Adamantane, 1-chloro- N e L R Aaa e
135 14.20 14.40 14.60 14.80
m/z 136.10 11.45%
5000
79
% 65 | 1079 | 17
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Adamantane, 1,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .56 7.17 ug/l 212196 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 80
2 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 72
3 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 56
4 Adamantane. l-isothiocvanato-3-m... 207 C12H17NS 136860-48-5 47
5 1,3-Cyclohexadiene, 1,3,5,5,6,6-... 164 C12H20 1000150-39-4 43
Abundance Scan 2149 (14.561 min): VD064689.D (-2143) (-) m/z 149.05 100.00%
149
5000
93
o9 [ e 1% o s g 12010 e 10E
e b oo L 186200 244 281 1 777 092.95  26.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000
93 14.20 14.40 14.60 14.80
107 m/z 107.00 18.39%
| | 121 164
HWJ!ﬂ.Jlﬂthlw.”w.”w..w.”w.”..”..”..”w.”w.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #23354: Pyridine, pentamethy!-
149
14.20 14.40 14.60 14.80
5000 m/z 150.05 11.06%
93 134

27 | 5? 77 107
| N

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44123: 1-Methyl-3-ethyladamantane R L A RAARE o
149 14.20 14.40 14.60 14.80
m/z 41.05 10.93%
5000
93

55 79 ‘ 107 163
| 1T \121135 [ "] 178

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14. 40 14 60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\
Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 2-Methyladamantane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.04 5.21 ug/l 154213 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvladamantane 150 C11H18 000700-56-1 91
2 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 81
3 Adamantane-1l-carboxvlic acid 180 C11H1602 000828-51-3 58
4 Ethanone. 1-(2-hvdroxy-5-methvlp... 150 C9H1002 001450-72-2 58
5 Ethyltetramethylcyclopentadiene 150 C11H18 057693-77-3 58
Abundance Scan 2230 (15.037 min): VD064689.D (-2227) (-) m/z 135.10 100.00%
1% 150
5000 79
93 107 e VEPNSeS
55 CTla'80 1500 1590 1540
41 121 168 14.80 15.00 15.20 15.40
191 208 200 | w7z 150.10 78.55%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23927: 2-Methyladamantane
79 135

150

5000
14.80 15.00 15.20 15.40

m/z 79.00 43.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23777: 3,9-Epoxy-p-mentha-1,8(10)-diene
135

79 14.80 15.00 15.20 15.40
5000 m/z 93.10 29.91%

a1 o 122 | 150
55 107

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #45436: Adamantane-1-carboxylic acid T e
135 14.80 15.00 15.20 15.40
m/z 67.00 29.62%
5000
79 93
41 107 180

2755‘\\‘121\ e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.80 15. 00 15 20 15. 40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEMI\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Aca On - 31 Dec 2019 12:24

Operator : VA/SY

sample - K6450-03 -

Misc - 7.60G/5.00mI/MSVOA D/SOIL FURESIsAR ol
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
SW846 8260

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 1,4-Dimethyladamantane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.17 5.03 ug/Il 148934 1,4-Dichlorobenzene-d4 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvladamantane 164 C12H20 024145-89-9 90
2 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 80
3 Pvridine. pentamethvl- 149 C10H15N 003748-83-2 72
4 Tricvclol4.3.1.1(3.8)lundecane-3... 208 C13H2002 031061-61-7 64
5 2-(3-Methylbuta-1,3-dienyl)cyclo... 164 C11H160 1000191-75-5 64
Abundance Scan 2253 (15.173 min): VD064689.D (-2248) (-) m/z 149.05 100.00%
149
5000
M \ 164 14.80 15.00 15.20 15.40
123 180 : : -
”w.”w”u.”.WLLWH.WH.WH.WL.JH..”..”..”.w”.ﬁﬁ. m/z 93.05 24.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33750: 1,4-Dimethyladamantane
149
5000 LR R SRR UM
93 14.80 15.00 15.20 15.40
55 79 | 107 164 m/z 41.00 18.42%
41 121935
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33749: Adamantane, 1,3-dimethyl-
149
14.80 15.00 15.20 1540
5000 93 m/z 107.00 13.63%
107
41
27 2 \H ‘ 2L 1?4
miz--> "55"AH"55"Qd'166”iéé”iib”iéb”iéa”éob”ézb”é46”éé6”ééb”
Abundance #23354: Pyridine, pentamethyl- A RaRRE
149 14.80 15.00 15.20 15.40
m/z 79.00 13.56%
5000
93 134
2 I 5? 77 107 ‘ |
I |
m/z--> 25 40 65 80 160 150 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA D\DATA\VD123119\

Data File : VD064689.D

Acq On : 31 Dec 2019 12:24

Operator : VA/SY

Sample - K6450-03 :

Misc - 7.60G/5.00mI/MSVOA_D/SOIL PO225B448 191226.30.32
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_D\METHOD\82D122419S_M
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]
Octane, 3,6-dimet... 12.27 9.8 ug/Il 374268 3 11.65 1899220 50.0
Octane, 2,3-dimet... 12.38 5.8 ug/Il 220355 3 11.65 1899220 50.0
Cyclohexane, 1,4-_... 12.96 7.4 ug/l 220294 4 13.58 1480380 50.0
Decane, 4-methyl- 13.19 7.0 ug/l 206416 4 13.58 1480380 50.0
Cyclohexane, (2-m... 13.47 5.4 ug/Il 160904 4 13.58 1480380 50.0
Adamantane 14.29 7.6 ug/l 224594 4 13.58 1480380 50.0
1-n-butyladamantane 14 .45 18.3 ug/I1 542627 4 13.58 1480380 50.0
Adamantane, 1,3-d... 14.56 7.2 ug/l 212196 4 13.58 1480380 50.0
2-Methyladamantane 15.04 5.2 ug/Il 154213 4 13.58 1480380 50.0
1,4-Dimethyladama... 15.17 5.0 ug/Il 148934 4 13.58 1480380 50.0
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