LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 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 Y\METHODS\82Y071020S.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 4.724 479 490 503 rBV 79588 245993 12.62% 1.184%
2 7.724 970 982 988 rBV 291301 691242 35.46% 3.327%
3 7.797 988 994 1009 rVB 512690 1144276 58.69% 5.508%
4 8.144 1041 1051 1062 rBV 264916 582661 29.89% 2.805%
5 8.693 1132 1141 1156 rBV 746189 1477599 75.79% 7.113%
6 10.180 1377 1385 1401 rBV 1138559 1949586 100.00% 9.385%
7 11.375 1576 1581 1587 rBV2 9137 20044 1.03% 0.096%
8 11.491 1592 1600 1611 rBV 932940 1533772 78.67% 7.383%
9 11.784 1644 1648 1653 rVB5 12322 21496 1.10% 0.103%
10 11.997 1676 1683 1696 rBV6 38983 130602 6.70% 0.629%
11 12.119 1700 1703 1706 rVB 17590 20053 1.03% 0.097%
12 12.162 1706 1710 1713 rBvV2 22011 30907 1.59% 0.149%
13 12.198 1713 1716 1719 rVvvVv5 12351 21102 1.08% 0.102%
14 12.247 1719 1724 1728 rVB3 31527 60214 3.09% 0.290%
15 12.332 1733 1738 1742 rVVv4 25492 40936 2.10% 0.197%

16 12.479 1756 1762 1769 rBV 651452 993764 50.97% 4._.784%
17 12.643 1785 1789 1796 rVB5 49375 91373 4.69% 0.440%
18 12.729 1796 1803 1807 rBV5 47153 114221 5.86% 0.550%
19 12.808 1810 1816 1821 rVvV3 143171 291484 14.95% 1.403%

20 12.857 1821 1824 1829 rVB4 41952 71253 3.65% 0.343%
21 12.948 1835 1839 1843 rVB3 42344 63555 3.26% 0.306%
22 13.009 1843 1849 1850 rBV3 38114 65690 3.37% 0.316%
23 13.040 1850 1854 1861 rVB3 88755 160581 8.24% 0.773%
24 13.168 1872 1875 1878 rBV5 24727 43102 2.21% 0.207%
25 13.247 1885 1888 1891 rBV3 29512 33777 1.73% 0.163%
26 13.320 1892 1900 1903 rBV4 112343 271330 13.92% 1.306%
27 13.357 1903 1906 1910 rVV6 49963 85190 4._37% 0.410%
28 13.424 1911 1917 1925 rVB 606250 977556 50.14% 4._.706%
29 13.497 1926 1929 1932 rBV4 30371 44435 2.28% 0.214%
30 13.607 1944 1947 1951 rBvV4 40478 60711 3.11% 0.292%

31 13.747 1964 1970 1975 rBV2 396485 708175 36.32% 3.409%
32 13.924 1995 1999 2000 rBV3 65054 97832 5.02% 0.471%
33 14.082 2019 2025 2029 rBV 226311 436651 22.40% 2.102%
34 14.131 2029 2033 2037 rBV5 150876 348836 17.89% 1.679%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .M
SW846 8260

35 14.198 2041 2044 2048 rBv4 75693 103541 5.31% 0.498%

36 14.259 2048 2054 2056 rBV3 424590 759068 38.93% 3.654%
37 14.387 2070 2075 2077 rBV2 233433 384323 19.71% 1.850%
38 14.417 2077 2080 2084 rVV3 440152 701400 35.98% 3.376%
39 14.472 2085 2089 2095 rVB7 200808 406969 20.87% 1.959%
40 14.613 2109 2112 2116 rVB3 132665 183094 9.39%% 0.881%

41 14.686 2117 2124 2128 rBV6 267716 712813 36.56% 3.431%
42 14.734 2128 2132 2137 rVV4 340695 643440 33.00% 3.097%
43 14.875 2148 2155 2159 rBV2 329745 656725 33.69% 3.161%
44 14.942 2163 2166 2171 rVB3 386001 556234 28.53% 2.678%
45 15.003 2171 2176 2178 rBV2 272520 447293 22.94% 2.153%

46 15.277 2216 2221 2228 rBV5 316048 813907 41.75% 3.918%
47 15.442 2245 2248 2251 rBV5 156160 264939 13.59% 1.275%
48 16.472 2413 2417 2433 rVB7 404336 1210448 62.09% 5.827%

Sum of corrected areas: 20774193
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .M
SW846 8260

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: VY003314.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 Naphthalene, decahydro-, tr... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 36.22 ug/1 708175 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 96
2 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 89
3 Naphthalene. decahvdro- 138 C10H18 000091-17-8 81
4 Cvclodecene 138 C10H18 003618-12-0 81
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 018968-23-5 78
Abundance Scan 1971 (13.753 min): VY003314.D (-1964) (-) m/z 55.00 100.00%
4
81 138
96
5000
123 240 1280 120 1400
154 13.40 13.60 13.80 14.00
o by 103207 260 281 1 sz 41.00  89.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16925: Naphthalene, decahydro-, trans-
7 138

95

5000

13.40 13.60 13.80 14.00
m/z 67.00 83.90%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
M 67 81
 E ENEEEEE e
9 138 13.40 13.60 13.80 14.00
5000 27 m/z 138.05 81.82%
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16888: Naphthalene, decahydro-
67 81 96 138 13.40 13.60 13.80 14.00
m/z 57.00 79.74%
5000 41
27 110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 40 13 60 13. 80 14. 00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 2 trans-Decalin, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.26 38.82 ug/1 759068 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 90
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 81
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 68
4 Bicvclol4.1.01heptan-3-one. 4.7.... 152 C10H160 004176-04-9 62
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 58
Abundance Scan 2054 (14.259 min): VY003314.D (-2048) (-) m/z 81.00 100.00%
67 81 95 152

5000
14.00 14.20 14.40 14.60
166
o! 193 209 260 283 m/z 152.10 90.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25429: trans-Decalin, 2-methyl-

1

67
95 152

5000
14.00 14.20 14.40 14.60

m/z 95.00 86 .86%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 81 152
s L LA AL IR B
14.00 14.20 14.40 14.60
s000{ 27 m/z 67.00 85.55%
137
109
123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25433: cis-Decalin, 2-syn-methyl- R A RERRE B
1 95 14.00 14.20 14.40 14.60
67 m/z 82.00 71.92%
41
5000
152
27 110
137
0 L LA AL BN B
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 Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.42 35.88 ug/1 701400 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 58
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 53
3 Spirol4.51decane 138 C10H18 000176-63-6 50
4 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 49
5 Bicyclo[5.4.0]Jundecane (trans) 152 C11H20 021394-30-9 49
Abundance Scan 2080 (14.417 min): VY003314.D (-2077) (-) m/z 152.10 100.00%
67 95 152
82
5000 41 137
5 109
23 14.00 14.20 14.40 14.60 14.80
o il ,..||..,....,.. 66 192206 260 | L5795 10  88.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #25327: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)-
95
81
41
5000 » 108 14.00 14.20 14.40 14.60 14.80
152 m/z 67.00 81.34%
0 27 123137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41 67 81 o 152
14.00 14.20 14.40 14.60 14.80
5000 27 137 m/z 82.00 74 .30%
54 109
123
O T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16861: Spiro[4.5]decane A o
67 g, 96 14.00 14.20 14.40 14.60 14.80
4l m/z 81.00 67.00%
5000 100 138
5
ol 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 unknownl4.69 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.69 36.46 ug/1 712813 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 35
2 Bicvclol3.3.21decan-9-one 152 C10H160 028054-91-3 30
3 Cvclohexanone. 2-methvl-5-(1l-met... 152 C10H160 007764-50-3 25
4 Bicvclol2.2.11heptan-2-one. 1.7.... 152 C10H160 000464-48-2 25
5 Spiro[4.5]decan-2-one 152 C10H160 003643-16-1 25
Abundance Scan 2125 (14.692 min): VY003314.D (-2117) (-) m/z 95.05 100.00%
9
41
5000
137152 RN
168 14.40 14.60 14.80 15.00
Obrrr el 182 206 232249 281 | "h/z 55.05 98.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25444: Naphthalene, decahydro-2-methyl-
41 81 95
67 152
5000 21 R AR B SO B
14.40 14.60 14.80 15.00
110 m/z 91.00 86.16%
137
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 96 152
67 R AL B SURIURE B
14.40 14.60 14.80 15.00
5000 41 m/z 81.05 80.71%
110
124
ol 138
Wmmﬂ'm‘rrwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25253: Cyclohexanone, 2-methyl-5-(1-methylethenyl)- AR EEREE L
7 95 14.40 14.60 14.80 15.00
m/z 69.00 75 .49%
5000 41 8 109 152
137
27 123
o} e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 unknownl4.73 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.73 32.91 ug/1 643440 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 2.6.6-tri... 138 C10H18 004795-86-2 42
2 Naphthalene. decahvdro-2-methvl- 152 C11H20 002958-76-1 38
3 1-Methvldecahvdronaphthalene 152 C11H20 002958-75-0 38
4 2-(1l-Hvdroxvbut-2-envlidene)cvcl... 166 C10H1402 1000186-18-9 38
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 000473-55-2 30
Abundance Scan 2131 (14.728 min): VY003314.D (-2128) (-) m/z 57.00 100.00%
7
41
5000
14.40 14.60 14.80 15.00
ol A 184 208222 247261 281 m/z 41.05 56 07%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17016: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, [1R-(1.al...
41 55
95
5000 81 L B B UL IR
14.40 14.60 14.80 15.00
f 123 m/z  95.05 55.22%
ob— A RR e 109 138
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 67
81 % 152 LA SN IR
14.40 14.60 14.80 15.00
5000 m/z 55.00 50.54%
54 100 137
123
Ot o e L R RAR R AR R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25436: 1-Methyldecahydronaphthalene A e
4 67 14.40 14.60 14.80 15.00
95 152 m/z 71.10 50.48%
5000
5
o.nﬁnh R AR EEEEE R
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .M
SW846 8260

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 6 2-Methyladamantane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.87 33.59 ug/1 656725 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvladamantane 150 C11H18 000700-56-1 90
2 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 81
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 62
4 3-Methvl-4-isopropviphenol 150 C10H140 003228-02-2 52
5 Ethanone, 1-(2-hydroxy-5-methylp... 150 C9H1002 001450-72-2 52
Abundance Scan 2154 (14.869 min): VY003314.D (-2148) (-) m/z 135.00 100.00%
135
150
5000 79
41 93 107
6 121 166 14.60 14.80 15.00 15.20
o 179193207 232 260 m/z 150.10 67.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23927: 2-Methyladamantane
79 135
93 150
5000 41 107
14.60 14.80 15.00 15.20
55 m/z 79.00  48.94%
27 120
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
79 14,60 14.80 15.00 1520
5000 m/z 67.00 31.78%
a oa 122 150
55 107
G R R R A AR LRSS LSS AR RARSN SRS LS SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23716: Phenol, m-tert-butyl- AR EEEEEEEEE
135 14.60 14.80 15.00 15.20
m/z 81.00 29.91%
107
5000
150
0 14 \ H ]1 120
m/z--> 20 40 6|O 8|0 1(')0 12'0 14'10 160 180 200 220 240 260 14,60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 Adamantane, 1,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.94 28.45 ug/1 556234 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 81
2 1.4-Dimethvladamantane 164 C12H20 024145-88-8 72
3 1l.4-Dimethvladamantane 164 C12H20 024145-89-9 60
4 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 59
5 Pyridine, pentamethyl- 149 C10H15N 003748-83-2 50
Abundance Scan 2166 (14.942 min): VY003314.D (-2163) (-) m/z 149.10 100.00%
149
5000
93
41 55 79 107 164
6 121 137 14.60 14.80 15.00 15.20
o || 178190 206 222 | 77793 05 30.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33752: Adamantane, 1,3-dimethyl-
149
5000 93 L DL UL UL UL
41 107 14.60 14.80 15.00 15.20
27 55 g7 79 164 m/z 107.00 15.56%
0 1\5| ‘:‘ I‘iwlw“ ||||||||||||fl-|2fl-|]|-3|5|||||||||| EEmEEEE
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance
149
14.60 14.80 15.00 15.20
5000 93 m/z 55.05 15.53%
55 g7 81 | 107 164
G R S UL R RS LA RS SRR RS WARAN RRRRE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33750: 1,4-Dimethyladamantane R R EaaEE
149 14.60 14.80 15.00 15.20
m/z 150.05 14.75%
5000 93
55 g7 81 | 107 164
121
0 ...|....4|.].-.‘.“.|.“l‘..“‘i‘” M‘|.‘l‘..|‘..]:3‘.5|..‘..|.... AR manaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 1,4-Dimethyladamantane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.00 22.88 ug/1 447293 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 87
2 1.4-Dimethvladamantane 164 C12H20 024145-88-8 72
3 1.3-Cvclohexadiene. 1.3.5.5.6.6-... 164 C12H20 1000150-39-4 68
4 1.4-Dimethvladamantane 164 C12H20 024145-89-9 64
5 Phenol, 2-(1,1-dimethylethyl)-4-___. 164 C11H160 002409-55-4 53
Abundance Scan 2176 (15.003 min): VY003314.D (-2171) (-) m/z 149.10 100.00%
149
5000
93
4155 79 | 107 164
121 182 14.60 14.80 15.00 15.20 15.40
o 135)) ) 192 208 260 283 | 1o g3 05 31.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33752: Adamantane, 1,3-dimethyl-
149
5000 93 L LR U SR B
41 107 14.60 14.80 15.00 15.20 15.40
27 | =5 164 m/z 107.00 16.90%
0 13I M"‘i‘ \H |||||||||||||:|I-|2|1|||||||| R RAN BARRALERLEEE SR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
14.60 14.80 15.00 15.20 15.40
5000 93 m/z 164.10 15.21%
55 79 107 164
a1 121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33783: 1,3-Cyclohexadiene, 1,3,5,5,6,6-hexamethyl- e EARAREEES TS
149 14.60 14.80 15.00 15.20 15.40
m/z 91.00 14 .33%
5000
107121 164
0 |||||l| \ \H‘ \\ ”IIIUIII“IHIIHIIH‘HIIHI aa e AR EARS LRy Lo .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 Tricyclo[4.3.1.1(3,8)]Jundec... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.28 41.63 ug/1 813907 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol4.3.1.1(3.8)lundecane-1... 208 C13H2002 031083-60-0 89
2 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 59
3 Tricvclol4.3.1.1(3.8)lundecane. ... 228 C11H17Br 021898-96-4 59
4 4-(2-Methvl-cvclohex-1-env)-but... 164 C11H160 041437-92-7 53
5 Tricyclo[4.3.1.1(3,8)]Jundecane-3... 208 C13H2002 031061-61-7 50

Abundance Scan 2221 (15.277 min): VY003314.D (-2216) (-) m/z 149.05 100.00%
149
5000
95
41 55 81
er 107 123 A 166208 223 15.00 15.20 15.40 15.60
(o} m/z 95.00 27 .90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67769: Tricyclo[4.3.1.1(3,8)Jundecane-1-carboxylic acid, ...
149
5000 LA L L L L L L
15.00 15. 20 15. 40 15. 60
- 819310 m/z 93.00 25.55%
R Bt e L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
149
LA e
15.00 15.20 15.40 15.60
5000 93 m/z 41.00 21.28%
107
41
29 55 67 79 121 164
oY N T U | Y A O —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83946: Tricyclo[4.3.1.1(3,8)Jundecane, 1-bromo- T
149 15.00 15.20 15.40 15.60
m/z 55.00 20.37%
5000
93
67 &) 107
42 54 “ | 121 228
0..w..npznw,hhh‘.NWJ.”,.”. R = sl e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00 15. 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003314.D

Aca On 23 Jul 2020 14:22

Operator : SY/MD

Sample : L3380-03

Misc : 6.94G/5ML/MSVOA Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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 unknownl16.47 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.47 61.91 ug/1 1210450 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane. 1.3.3-tri... 138 C10H18 006248-88-0 45
2 Ethanone. 1-(3-methvlenecvclopen... 124 C8H120 054829-98-0 22
3 Cvclohexane. ethvlidene- 110 C8H14 001003-64-1 22
4 trans-4-Methvlcvclohexanol. pent... 260 C10H13F502 1000364-13-9 14
5 Cyclohexene, l-ethyl- 110 C8H14 001453-24-3 14
Abundance Scan 2417 (16.472 min): VY003314.D (-2413) (-) m/z 81.00 100.00%

5000

193
208 232 249 281 16.20 16.40 16.60 16.80

(o} m/z 179.10 84 .03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16970: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
8
123
67
5000 41 95 LA L L L L L L LB
16 20 16. 40 16. 60 16 80
109 m/z 55.00 60.26%
138
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 81
R S  E ERmmsm e
16.20 16.40 16.60 16.80
5000 m/z 123.10 54.70%
109
27

67 o5 | 124

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #5958: Cyclohexane, ethylidene- N B EE
81 16.20 16.40 16.60 16.80
m/z 69.05 54 _36%
5000 67
110
‘ 95
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16 20 16. 40 16. 60 16 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY072320\
Data File : VY003314.D

Acq On 23 Jul 2020 14:22

Operator : SY/MD

Sample - L3380-03

Misc : 6.94G/5ML/MSVOA_Y/SOIL

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S .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]
Naphthalene, deca... 13.75 36.2 ug/I 708175 4 13.42 977556 50.0
trans-Decalin, 2-_... 14.26 38.8 ug/I1 759068 4 13.42 977556 50.0
Bicyclo[2.2.1]hep... 14.42 35.9 ug/I1 701400 4 13.42 977556 50.0
unknownl14 .69 14.69 36.5 ug/I1 712813 4 13.42 977556 50.0
unknownl14 .73 14.73 32.9 ug/I1 643440 4 13.42 977556 50.0
2-Methyladamantane 14.87 33.6 ug/I 656725 4 13.42 977556 50.0
Adamantane, 1,3-d... 14.94 28.4 ug/I1 556234 4 13.42 977556 50.0
1,4-Dimethyladama... 15.00 22.9 ug/I1 447293 4 13.42 977556 50.0
Tricyclo[4.3.1.1(... 15.28 41.6 ug/1l 813907 4 13.42 977556 50.0
unknownl16 .47 16.47 61.9 ug/l 1210450 4 13.42 977556 50.0
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