LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 2.225 76 80 84 rBvV3 9786 16894 1.01% 0.088%
2 3.962 355 365 372 rBV2 7666 21273 1.27% 0.111%
3 4.724 477 490 505 rBvV2 16325 54657 3.26% 0.286%
4 5.755 650 659 670 rVB3 8167 26493 1.58% 0.139%
5 7.724 972 982 988 rBV 234081 559489 33.40% 2.926%
6 7.797 988 994 1005 rVB 460866 1036888 61.89% 5.423%
7 8.151 1040 1052 1062 rVB 223553 510153 30.45% 2.668%
8 8.553 1109 1118 1124 rBV3 10641 22838 1.36% 0.119%
9 8.693 1132 1141 1153 rBV 633483 1227719 73.28% 6.421%
10 9.187 1210 1222 1230 rBv4 31095 66998 4 _.00% 0.350%

11 10.181 1377 1385 1391 rBV 989309 1675323 100.00% 8.762%
12 10.248 1391 1396 1402 rVB 110762 194458 11.61% 1.017%

13 10.364 1408 1415 1422 rVB7 12734 33371 1.99% 0.175%
14 10.522 1435 1441 1445 rBV3 17802 32535 1.94% 0.170%
15 10.583 1445 1451 1454 rVvVv 47208 90274 5.39% 0.472%
16 10.620 1454 1457 1463 rVV3 29283 47918 2.86% 0.251%
17 11.004 1516 1520 1521 rVV3 21051 28610 1.71% 0.150%
18 11.034 1521 1525 1530 rvv2 49092 82575 4._.93% 0.432%
19 11.089 1530 1534 1539 rVB2 21968 35656 2.13% 0.186%

20 11.315 1561 1571 1578 rVB5 33469 100885 6.02% 0.528%

21 11.491 1592 1600 1610 rVB 791130 1293896 77.23% 6.767%

22 11.589 1610 1616 1619 rBV3 16570 32998 1.97% 0.173%
23 11.626 1619 1622 1626 rVB2 19018 25737 1.54% 0.135%
24 11.711 1626 1636 1639 rBv4 55091 165682 9.89% 0.866%
25 11.778 1644 1647 1652 rVB4 26243 41841 2.50% 0.219%
26 11.997 1676 1683 1686 rBv4 64629 143238 8.55% 0.749%
27 12.028 1686 1688 1696 rVB4 57436 91979 5.49% 0.481%
28 12.162 1706 1710 1713 rBV2 41340 66535 3.97% 0.348%
29 12.199 1713 1716 1719 rVV3 30033 46200 2.76% 0.242%
30 12.247 1719 1724 1728 rVB3 42000 75258 4._.49% 0.394%
31 12.418 1748 1752 1757 rVB6 14697 27119 1.62% 0.142%
32 12.479 1757 1762 1769 rBV2 613697 1002020 59.81% 5.240%
33 12.564 1769 1776 1781 rVVv7 18078 47209 2.82% 0.247%

34 12.644 1785 1789 1797 rVB4 45234 104866 6.26% 0.548%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 12.735 1797 1804 1807 rBvV4 83147 178907 10.68% 0.936%

36 12.766 1807 1809 1811 rVVv2 46769 61271 3.66% 0.320%
37 12.808 1811 1816 1821 rVV4 163507 310904 18.56% 1.626%
38 12.863 1821 1825 1830 rVB6 45157 74388 4._.44% 0.389%
39 12.948 1835 1839 1841 rBvV4 25233 37588 2.24% 0.197%

40 13.040 1850 1854 1862 rVB4 64777 130442 7.79% 0.682%

41 13.119 1862 1867 1872 rBVY 105660 189263 11.30% 0.990%

42 13.186 1872 1878 1884 rVB9 38779 96473 5.76% 0.505%
43 13.247 1884 1888 1892 rBV6 43634 74349 4.44% 0.389%
44 13.314 1892 1899 1903 rBV4 81153 182465 10.89% 0.954%
45 13.363 1903 1907 1910 rBV5 28974 45741 2.73% 0.239%
46 13.424 1911 1917 1926 rVB2 675877 1160285 69.26% 6.068%
47 13.503 1926 1930 1932 rBV5 25178 39483 2.36% 0.206%
48 13.552 1933 1938 1943 rVB6 42716 90919 5.43% 0.475%
49 13.619 1943 1949 1953 rBV3 89150 164325 9.81% 0.859%
50 13.668 1953 1957 1959 rBV3 35120 49694 2.97% 0.260%

51 13.747 1964 1970 1975 rBV2 326416 564602 33.70% 2.953%
52 13.918 1995 1998 2001 rBV3 47952 68259 4_.07% 0.357%
53 13.967 2003 2006 2011 rVB2 108596 166226 9.92% 0.869%
54 14.076 2019 2024 2028 rBV2 169698 292741 17.47% 1.531%
55 14.131 2028 2033 2040 rBV6 120072 251860 15.03% 1.317%

56 14.198 2040 2044 2049 rBvV4 83788 173691 10.37% 0.908%
57 14.259 2049 2054 2056 rBV2 262615 449507 26.83% 2.351%
58 14.393 2070 2076 2078 rBV2 183726 343972 20.53% 1.799%
59 14.418 2078 2080 2084 rVV3 203084 291302 17.39% 1.523%
60 14.473 2084 2089 2095 rVB7 149416 318251 19.00% 1.664%

61 14.613 2109 2112 2117 rVB3 173927 242193 14.46% 1.267%
62 14.680 2117 2123 2128 rBV4 235598 548712 32.75% 2.870%
63 14.735 2128 2132 2137 rVB3 266606 460906 27.51% 2.410%
64 14.838 2145 2149 2152 rBV2 200421 366469 21.87% 1.917%
65 14.875 2153 2155 2160 rVB3 222024 276557 16.51% 1.446%

66 14.942 2162 2166 2170 rVB3 265195 401802 23.98% 2.101%
67 15.003 2171 2176 2178 rBV3 160370 280982 16.77% 1.469%
68 15.350 2229 2233 2244 rVB10 232652 808958 48.29% 4.231%
69 15.442 2244 2248 2252 rBV5 147795 261121 15.59% 1.366%
70 15.728 2292 2295 2301 rVB6 198841 343530 20.51% 1.797%

71 16.228 2373 2377 2382 rBV2 154340 293295 17.51% 1.534%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 - 0 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

Sum of corrected areas: 19121018
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
VY003168.D

10 Jul 2020 17:07

SY/MD

L3255-03

5.86G/5ML/MSVOA Y/SOIL

17 Sample Multiplier: 1

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

= C:\DATABASE\NIST11.L

LSCINT.P

Abundance TIC: VY003168.D
800000
600000
400000
200000
o 2.22 3.96 4.72 5.75
B B I B o B o B B e e e R e e R S e R S S SR AR ARRAREEEEEREEE R e ey
Time--> 1.80 2.00 2.20 2.40 260 280 300 320 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VY003168.D
10118
800000 11.49
8.69
600000
7.80
400000
7.7 8.15
200000
19 10 seﬁ@?@z iF4fBo “UM]E
e e e e e e e A
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10 OO 10 50 11 OO 11.50
Abundance TIC: VY003168.D
800000
13.42
12.48 15.73
600000
14-04 5.35 16.23
141339 5.44
13.75 14.26 14.68 5.00
400000 ]44 4214.46]
1493047 ‘
1281 135443 %
200000 13.121. 1 52 13.92
5 ,i_"ﬂ‘li&":!" f "‘§:"‘."
12 2 Z .-
-
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\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.75 24 .33 ug/1 564602 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 94
2 Spirol4.51decane 138 C10H18 000176-63-6 87
3 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 87
4 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 86
5 endo-2-Methylbicyclo[3.3.1]nonane 138 C10H18 042558-37-2 64
Abundance Scan 1970 (13.747 min): VY003168.D (-1964) (-) m/z 138.10 100.00%
41 Y4 138
5000
152 13.40 13.60 13.80 14.00
166 192207 232 281 n/z 67.00 92 _97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16891: Naphthalene, decahydro-
67 96 138
82
5000 41 AR UGS RN AR B
1340 13.60 13.80 14.00
‘ m/z 41.00 85.20%
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16860: Spiro[4.5]decane
67 9%
81
138 13.40 13.60 13.80 14.00
5000 41 m/z 81.00 73 .64%
L
| e il |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16914: Naphthalene, decahydro-, cis- e B
4 G781 13.40 13.60 13.80 14.00
138 m/z 68.00 73.11%
96
5000 27
110
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 Naphthalene, decahydro-2-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.26 19.37 ug/Il 449507 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 93
2 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 93
3 (+)-2-Bornanone 152 C10H160 000464-49-3 70
4 Bicvclol2.2.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 70
5 Pulegone 152 C10H160 000089-82-7 55
Abundance Scan 2054 (14.259 min): VY003168.D (-2049) (-) m/z 81.00 100.00%

1 95 1%2

5000

14.00 14.20 14.40 14.60
166
18020 260 283 'm/z 152.10 98.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25446: Naphthalene, decahydro-2-methyl-

14.00 14.20 14.40 14.60
m/z 95.00 87.63%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25429: trans-Decalin, 2-methyl-
1
67 LRI L L L L LB L L LB BB
a1 95 152 14.00 14.20 14.40 14.60
5000 m/z 67.00 70.71%
137
27 109
123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25105: (+)-2-Bornanone R B
95 14.00 14.20 14.40 14.60
81 m/z 55.00 61.07%
5000
41 55 109 152
27 123137
R N EEEE S SRS S
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\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 Adamantane, 1,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14 .39 14.82 ug/Il 343972 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 64
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-_._._. 149 C6H7N5 1000244-21-4 42
3 Phenol. 2-methvl-4-(1.1.3.3-tetr... 220 C15H240 002219-84-3 42
4 o-Toluic acid. l-adamantvimethvl... 284 C19H2402 1000292-22-6 42
5 2"-Hydroxy-4-",5"-dimethylacetoph... 164 C10H1202 036436-65-4 40
Abundance Scan 2075 (14.387 min): VY003168.D (-2070) (-) m/z 149.10 100.00%
149
5000
93
a1 ‘ 17133 | 164 14.00 14.20 14.40 14.60 14.80
55 - - - -
S Rl ”'.-.l..,....,(.’.J.,. b 193,209 233 260 o 93.00  30.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000 93 LN BN B B
14.00 14.20 14.40 14.60 14.80
M 107 m/z 107.00 17.98%
27 | 55 121 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23475: 5H-Pyrrolo(3,2-d)pyrimidine-2,4-diamine
149
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—r
14.00 14.20 14.40 14.60 14.80
5000 m/z 91.00 13.04%
107
53 132
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #77582: Phenol, 2-methyl-4-(1,1,3,3-tetramethylbuty!)- e
149 14.00 14.20 14.40 14.60 14.80
m/z 150.05 11.88%
5000
I 121
7791107 | 134 | 163 191 207220
m/z--> 20 4'0 6|0 80 1(')0 120 14'10 160 180 200 220 240 260 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\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 2(1H)-Naphthalenone, octahy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14._.47 13.71 ug/Il 318251 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(1H)-Naphthalenone. octahvdro-.... 152 C10H160 016021-08-2 72
2 Puledone 152 C10H160 000089-82-7 60
3 cis-Decalin. 2-svn-methvl- 152 C11H20 1000155-85-6 58
4 Cvclohexanone. 5-methvl-2-(1-met... 152 C10H160 015932-80-6 55
5 (R)-(-)-14-Methyl-8-hexadecyn-1-ol 252 C17H320 064566-18-3 49
Abundance Scan 2089 (14.473 min): VY003168.D (-2084) (-) m/z 81.00 100.00%

5000

14.20 14.40 14.60 14.80
m/z 55.00 86.06%

260 281

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25231: 2(1H)-Naphthalenone, octahydro-, trans-
81 108

14.20 14.40 14.60 14.80
m/z 67.00 76.88%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25066: Pulegone
81

7 152 B
14.20 14.40 14.60 14.80

m/z 41.00 74 .65%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #25433: cis-Decalin, 2-syn-methyl- R EEEEE S

81 95 14.20 14.40 14.60 14.80

67 m/z 95.00 67.95%
41
5000
110 152
27
123137

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\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 Benzene, 2-butenyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.68 23.65 ug/1 548712 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-butenvl- 132 C10H12 001560-06-1 91
2 Benzene. l1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 91
3 Benzene. (1-methvl-1-propenvl)-.... 132 C10H12 000767-99-7 64
4 2.4-Dimethvistvrene 132 C10H12 002234-20-0 62
5 Benzene, (2-methyl-2-propenyl)- 132 C10H12 003290-53-7 60

Abundance Scan 2123 (14.680 min): VY003168.D (-2117) (-) m/z 119.00 100.00%

5000

14.40 14.60 14.80 15.00
m/z 116.95 86.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14046: Benzene, 2-butenyl-

117

91
5000 132
14.40 14.60 14.80 15.00
5_6578 m/z 97.00 64.81%
27 104
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14092: Benzene, 1-methyl-2-(2-propenyl)-
7

14.40 14.60 14.80 15.00
m/z 55.00 52.07%

5000

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

Abundance #14095: Benzene, (1-methyl-1-propenyl)-, (2)- N B E e
7 14.40 14.60 14.80 15.00

m/z 81.10 45_97%

5000

T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.40 14.60 14.80 15.00

82Y071020S-M Mon Jul 13 07:36:39 2020 Page: 9



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 6 Naphthalene, decahydro-1,5-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.73 19.86 ug/Il 460906 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-1.5-dimet... 166 C12H22 066552-62-3 50
2 Naphthalene. decahvdro-2.6-dimet... 166 C12H22 001618-22-0 46
3 Cvclohexanone. 2-methvl-5-(1-met... 152 C10H160 005948-04-9 38
4 Cvclododecene. (E)- 166 C12H22 001486-75-5 30
5 Cyclododecene 166 C12H22 001501-82-2 30

Abundance Scan 2131 (14.729 min): VY003168.D (-2128) (-) m/z 57.00 100.00%

5000

14.40 14.60 14.80 15.00
m/z 95.00 81.85%

184 209

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35202: Naphthalene, decahydro-1,5-dimethyl-
95
166
81
5000 67 LA L L L L L L LB LB |
41 109 14.40 14.60 14.80 15.00
151 m/z 151.10 77.01%
Tad L) e
IIIIIIIIIIIII“II IIIII.IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #35195: Naphthalene, decahydro-2,6-dimethy!-
8l 95
166 A B e
55 14.40 14.60 14.80 15.00
5000 41 m/z 166.10 75.55%
) ’ 123137 ‘
Y N O T W D A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25340: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, trans- A R
6/7 95 14.40 14.60 14.80 15.00

m/z 81.00 72 .04%

5000 41

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.84 15.79 ug/Il 366469 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro- 132 C10H12 000119-64-2 89
2 3-Fluorobenzoic acid. 2-phenvlet... 244 C15H13FO02 1000279-04-8 38
3 Benzene. 1.1"-(1.2-cvclobutanedi... 208 C16H16 020071-09-4 25
4 N-Ethvlbenzimidovl chloride 167 CO9H1O0CIN 001006-93-5 25
5 Benzene, 1,1"-(1,2-cyclobutanedi... 208 C16H16 007694-30-6 22
Abundance Scan 2149 %4.838 min): VY003168.D (-2145) (-) m/z 104.00 100.00%

104
132
5000 81
151 166
117 A AR SN N
14.60 14.80 15.00 15.20
|| ﬁf" ||I|I| ||| l ||| I|.I|| "|"| '|'...1|8.2...|2.O.7..|....,....2?:}. m/z 132.00 56.04%
miz--> 20 80 100 120 140 160 180 200 220 240 260
Abundance #14083: dl)\laphthalene, 1,2,3,4-tetrahydro-
104
5000 91 132

14.60 14.80 15.00 15.20
m/z 95.00 42.95%

117
27 51 65 78 ||
M P Y SN |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #97403: 3-Fluorobenzoic acid, 2-phenylethyl ester
104
s B
123 14.60 14.80 15.00 15.20
5000 m/z 81.00 41.78%
51 ™ 91
,?7.N,.ﬂ”,uhumh..kw I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #68022: Benzene, 1,1'-(1,2-cyclobutanediyl)bis-, trans- I  BREmEEES B
104 14.60 14.80 15.00 15.20
m/z 91.00 41.70%
5000

27 51 65 8 91 || 117 139152165178191 208

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14. 80 15. 00 15.20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 6
R.T. EstConc Area Relative to ISTD R.T.
14.94 17.31 ug/Il 401802 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvladamantane 164 C12H20 024145-88-8 89
2 1.4-Dimethvladamantane 164 C12H20 024145-89-9 87
3 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 62
4 3-Methvl-l1-adamantaneacetic acid 208 C13H2002 014202-13-2 53
5 Adamantane, 1l-isothiocyanato-3-m... 207 C12H17NS 136860-48-5 50
Abundance Scan 2166 (14.942 min): VY003168.D (-2162) (-) m/z 149.05 100.00%
149
5000
93
at 55 67 st 107 131 164
119 14.60 14.80 15.00 15.20
| L 278196207 7793 00  31.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33748: 1,4-Dimethyladamantane
149
5000 93 L B SUMR LR SRR
14.60 14.80 15.00 15.20
55 g7 81 107 164 m/z 81.00 23.26%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #33750: 1,4-Dimethyladamantane

149

14.60 14.80 15.00 15.20

5000 o3 m/z 41.05 22.82%
55 81 107
ST 70 2 M
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #33749. Adamantane, 1,3-dimethyl- R R RaEEE L
149 14.60 14.80 15.00 15.20

m/z 82.00 19.54%

5000 03

107

41
29 55 67 19 ‘ 164
15 | T | 121 ‘ |

m/z--> 20 40 60 80 100 120 140 160 180 200 14 60 14. 80 15. OO 15 20
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y071020S.M
Quant Title : 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 unknownl5.35 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.35 34.86 ug/l 808958 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.5-Trimethvladamantane 178 C13H22 000707-35-7 43
2 1.3-Dimethvl-5-ethvladamantane 192 C14H24 001687-35-0 43
3 I-Tvrophanamide 180 C9H12N202 1000131-25-3 35
4 2-Propenal. 3-(2.6.6-trimethvl-1... 178 C12H180 004951-40-0 30
5 Silane, (4-ethylphenyl)trimethyl- 178 C11H18Si 017988-50-0 30
Abundance Scan 2233 (15.350 min): VY003168.D (-2229) (-) m/z 163.10 100.00%
163
5000 g1 107
131
a 145 ot 15.00 15.20 15.40 15.60
192 : : : :
207 262 m/z 107.05  45.36%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #44120: 1,3,5-Trimethyladamantane
163
5000 107 L D URBLR B SRR

15,00 15.20 15.40 15.60
m/z 95.00 41.90%

93
B A = 2B
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54701: 1,3-Dimethyl-5-ethyladamantane
163
R EE R a s
15.00 15.20 15.40 15.60
5000 107 m/z 81.00 41.48%
Bl | e | T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #46154: |-Tyrophanamide T R RS man
163 15.00 15.20 15.40 15.60
m/z 131.00 30.79%
5000 107
44 63 7 90 ‘1znaﬂf7‘\1n
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY071020\
Data File : VY003168.D

Aca On : 10 Jul 2020 17:07

Operator : SY/MD

Sample : L3255-03

Misc : 5.86G/5ML/MSVOA Y/SOIL

ALS Vial : 17 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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.73 14.80 ug/Il 343530 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 94
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 76
3 Naphthalene. 1.2.3.4-tetrahvdro-... 160 C12H16 004175-54-6 46
4 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 43
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 43
Abundance Scan 2295 (15.728 min): VY003168.D (-2292) (-) m/z 118.00 100.00%

5000

15.40 15.60 15.80 16.00
m/z 131.00 88.93%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21669: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131

15.40 15.60 15.80 16.00
m/z 146.00 76.14%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #21668: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131
146
15.40 15.60 15.80 16.00
5000 m/z 117.00 49 _51%
105
91
39 63 77
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #30943: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl- A EaREaEE RS L
118 15.40 15.60 15.80 16.00
145 m/z 135.10 36.54%
5000

T T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY071020\
Data File : VY003168.D

Acq On 10 Jul 2020 17:07

Operator : SY/MD

Sample - L3255-03

Misc : 5.86G/5ML/MSVOA_Y/SOIL

ALS Vial : 17 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 24_3 ug/I1 564602 4 13.42 1160290 50.0
Naphthalene, deca... 14.26 19.4 ug/I1 449507 4 13.42 1160290 50.0
Adamantane, 1,3-d... 14.39 14.8 ug/I1 343972 4 13.42 1160290 50.0
2(1H)-Naphthaleno... 14.47 13.7 ug/I1 318251 4 13.42 1160290 50.0
Benzene, 2-butenyl- 14.68 23.6 ug/I1 548712 4 13.42 1160290 50.0
Naphthalene, deca... 14.73 19.9 ug/I1 460906 4 13.42 1160290 50.0
Naphthalene, 1,2,... 14.84 15.8 ug/I1 366469 4 13.42 1160290 50.0
1,4-Dimethyladama... 14.94 17.3 ug/I1 401802 4 13.42 1160290 50.0
unknown15.35 15.35 34.9 ug/Il 808958 4 13.42 1160290 50.0
Naphthalene, 1,2,... 15.73 14.8 ug/I1 343530 4 13.42 1160290 50.0
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