LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 4.724 476 490 503 rBvV2 75384 232197 5.00% 0.378%
2 7.724 971 982 988 rBV 300826 710665 15.29% 1.156%
3 7.797 988 994 1006 rVB 532385 1194948 25.72% 1.943%
4 8.145 1041 1051 1063 rBV 279256 613375 13.20% 0.998%
5 8.693 1131 1141 1152 rBV 798064 1571423 33.82% 2.556%
6 10.181 1377 1385 1401 rBV 1249369 2135244 45.95% 3.473%
7 10.614 1451 1456 1462 rVB3 28873 55628 1.20% 0.090%
8 11.034 1522 1525 1529 rVvVv 54590 82294 1.77% 0.134%
9 11.083 1530 1533 1540 rVB3 27585 48911 1.05% 0.080%
10 11.296 1563 1568 1571 rBvV2 50577 88417 1.90% 0.144%

11 11.485 1594 1599 1611 rVB 1032731 1853242 39.88% 3.014%
12 11.620 1618 1621 1626 rVB 59748 88345 1.90% 0.144%
13 11.674 1626 1630 1633 rVvv2 63080 108963 2.35% 0.177%
14 11.729 1633 1639 1644 rVV 157458 374193 8.05% 0.609%
15 11.778 1644 1647 1652 rVB2 80254 118886 2.56% 0.193%

16 11.998 1676 1683 1686 rBV2 244757 507284 10.92% 0.825%
17 12.162 1705 1710 1713 rBV 190566 302939 6.52% 0.493%
18 12.247 1718 1724 1735 rVB4 245031 593425 12.77% 0.965%
19 12.479 1756 1762 1768 rBV 755797 1188847 25.59% 1.933%
20 12.571 1768 1777 1780 rBV8 119735 331411 7.13% 0.539%

21 12.644 1786 1789 1795 rVB5 160806 301128 6.48% 0.490%
22 12.729 1796 1803 1806 rBV3 281207 611773 13.17% 0.995%
23 12.766 1806 1809 1810 rVVv2 188338 229574 4.94% 0.373%
24 12.808 1811 1816 1821 rVVv4 558709 1146331 24.67% 1.864%
25 12.863 1821 1825 1829 rVB5 289755 493077 10.61% 0.802%

26 12.949 1835 1839 1842 rBV4 138044 191727 4._.13% 0.312%
27 13.010 1846 1849 1851 rVVv4 134509 191707 4._.13% 0.312%
28 13.040 1851 1854 1862 rVB5 286311 639454 13.76% 1.040%
29 13.125 1864 1868 1872 rVB3 148812 244246 5.26% 0.397%
30 13.247 1884 1888 1891 rBV2 233803 392342 8.44% 0.638%

31 13.296 1892 1896 1898 rBV2 452035 740548 15.94% 1.204%
32 13.357 1903 1906 1909 rBV3 130758 190744 4.11% 0.310%
33 13.424 1914 1917 1925 rVB3 581615 1289896 27.76% 2.098%
34 13.497 1926 1929 1931 rBV3 130341 193854 4_.17% 0.315%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 13.546 1932 1937 1943 rVB6 435146 1035300 22.28% 1.684%

36 13.613 1944 1948 1952 rBV4 354935 690115 14.85% 1.122%
37 13.747 1964 1970 1975 rBV2 1600676 2964274 63.80% 4.821%
38 13.961 1995 2005 2010 rBV8 440034 1290816 27.78% 2.099%
39 14.076 2019 2024 2028 rBV3 715985 1344084 28.93% 2.186%
40 14.125 2028 2032 2040 rVV3 1427173 3026175 65.13% 4.921%

41 14.198 2040 2044 2049 rVVv5 592858 1183874 25.48% 1.925%
42 14.253 2049 2053 2055 rVvVv2 1572264 2500448 53.81% 4._.066%
43 14.284 2055 2058 2069 rVV 2673815 4443285 95.63% 7.226%
44 14.393 2069 2076 2079 rVV 1897627 3726843 80.21% 6.061%
45 14.473 2083 2089 2097 rVB5 1091143 2775191 59.73% 4_.513%

46 14.619 2110 2113 2117 rVB4 375169 483935 10.42% 0.787%
47 14.680 2118 2123 2127 rVV5 705720 1550345 33.37% 2.521%
48 14.729 2128 2131 2137 rVB4 985878 1564286 33.67% 2.544%
49 14.875 2146 2155 2161 rVB2 2196310 4646467 100.00% 7.557%
50 14.942 2161 2166 2170 rVB2 1543217 2380280 51.23% 3.871%

51 15.003 2171 2176 2178 rBV 1044309 1855682 39.94% 3.018%
52 15.277 2215 2221 2224 rBV2 1143099 2566712 55.24% 4._.174%

53 15.344 2229 2232 2237 rVV3 539934 1058179 22.77% 1.721%
54 15.722 2290 2294 2306 rVB7 560426 1346017 28.97% 2.189%

Sum of corrected areas: 61489346
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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

Abundance TIC: VY003315.D

3000000
2500000
2000000
1500000
1000000

500000
4.72

e L B e W

Time--> 1.80 2.00 2.20 240 260 280 300 320 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: VY003315.D

3000000
2500000
2000000

1500000
10.18

11.49

1000000 8.69

500000
7.7 8.14 %
A 10.61 11088 11.30 11% 8

ortr—N—

| I T T T I
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11. 50

Abundance TIC: VY003315.D
14128 14.88

3000000

2500000

2000000

1500000

1000000 12.81

500000

01— T[]

I I I I 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\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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.
13.75 114.90 ug/Il 2964270 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
2 Naphthalene. decahvdro- 138 C10H18 000091-17-8 93
3 Bicvclol4.1.0lheptane. 3.7.7-tri... 138 C10H18 018968-23-5 83
4 Cvclohexane. 1-methvl-4-(1-methy... 138 C10H18 001124-25-0 76
5 Spiro[4.5]decane 138 C10H18 000176-63-6 76
Abundance Scan 1970 (13.747 min): VY003315.D (-1964) (-) m/z 67.00 100.00%
87 g1 138
95
41
5000 109
123 | 1) 1340 12180 1360 1400
ol 166 188 207 232 260 281 m/z 138.10 93.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16924: Naphthalene, decahydro-, trans-
67 138
82
41 %
5000
13.40 13.60 13.80 14.00
27 m/z 81.00 83.77%
110
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 81 96 138
13.40 13.60 13.80 14.00
5000 41 m/z 95.00 76.03%
27 110
ol 124
mewwmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #17015: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl-, (1.alpha....  EEamE B e RARRE
95 13.40 13.60 13.80 14.00
81 m/z 68.00 T4.77%
5000 a1 O 138
123
27
109
o} R e T
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\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 Adamantane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.13 117.30 ug/Il 3026180 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Adamantane 136 C10H16 000281-23-2 95
2 Bicvclol3.3.11non-2-en-9-one 136 C9H120 004844-11-5 58
3 Bicvclol3.3.0loct-2-en-7-one. 6-... 136 C9H120 1000150-43-7 52
4 3H-Cyclopentalclpvridazin-3-one.... 136 C7H8N20 1000338-22-1 43
5 1,3-Cyclohexadiene, 5-butyl- 136 C10H16 030168-57-1 43
Abundance Scan 2033 (14.131 min)j:; VY003315.D (-2028) (-) m/z 136.10 100.00%
136
5000 M o3
41 109
N 123 | 151 1360 1400 1420 1440
ol 166180193208 232 260 n/Zz  79.00 51_79%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15683: Adamantane
136
7993
5000 R SR DU AR
Bmmmmmmm
41 m/z 93.00 48 .03%
27 55 107121
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
136
79
13.80 14.00 14.20 14.40
5000 93 m/z 135.05 33.11%
39 53 66 108
0 121
m/z--> 25 45 eb 85 160 150 150 160 180 200 220 250 2é0
Abundance #16523: Bicyclo[3.3.0]oct-2-en-7-one, 6-methyl- E Ea e e  EA NS
13.80 14.00 14.20 14.40
m/z 67.00 32.74%
5000

107121

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.80 14. OO 14 20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 Naphthalene, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.25 96.92 ug/1 2500450 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 97
2 cis-Decalin., 2-svn-methvl- 152 C11H20 1000155-85-6 83
3 Bicvclol2.2_.1Theptan-2-one. 1.7.... 152 C10H160 000464-48-2 81
4 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 015932-80-6 76
5 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 70
Abundance Scan 2052 (14.247 min): VY003315.D (-2049) (-) m/z 81.00 100.00%
il
95 152
67
5000 4l
1400 1420 1440 14.60
O rrr e 100181 205 260 281 | 7z 152.10  82.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25446: Naphthalene, decahydro-2-methyl-
41 81 152

67

95

14.00 14.20 14.40 14.60
m/z 95.00 80.18%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 95
67 IIIIIIIIIIIIIIIIIIIIIII
a1 14.00 14.20 14.40 14.60
5000 m/z 67.00 68.99%
152
27 110
137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25332: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S)- b RREmE EE e
41 95 14.00 14.20 14.40 14.60
81 m/z 41.05 51.69%
5000 55
109
152
27
123137
ol MM
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 : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 1-Bromoadamantane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.28 172.23 ug/Il 4443290 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Bromoadamantane 214 C10H15Br 000768-90-1 72
2 1-Adamantanecarboxvlic acid. 2-i1... 314 C20H2603 1000293-75-6 64
3 Butanenitrile. 2-(l1-adamantvl)-3... 217 C15H23N 1000266-44-6 64
4 1-sec-Butvladamantane 192 C14H24 014449-42-4 64
5 Adamantane, 1-chloro- 170 C10H15CI 000935-56-8 64
Abundance Scan 2057 (14.278 min): VY003315.D (-2055) (-) m/z 135.10 100.00%
135
5000
93 N A
29 5 7] | 108 1‘]30168 190206 232 14.00 14.20 14.40 14.60
Obprrrebrri el b 208 || 168 190206 232 260 ' m/z 93.00 26.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72225: 1-Bromoadamantane
135
5000
14.00 14.20 14.40 14.60
79 m/z 79.00 16.03%
107
s, | O | e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
135
14,00 14.20 14.40 14.60
5000 m/z 150.10 13.57%
a ., "0 110
0‘26 64 94 163 180 314
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #75026: Butanenitrile, 2-(1-adamantyl)-3-methy!-
135 14.00 14.20 14.40 14.60
m/z 136.10 10.77%
5000
79
ol atsr 107 | 151168 193217
m/z--> ﬁo Jo éo 85 160 150 150 160 180 200 220 240 260 2éo 360 ' 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 : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 Adamantane, 1,3-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.39 144.46 ug/Il 3726840 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 91
2 5H-Pvrrolo(3.2-d)pvrimidine-2.4-... 149 C6H7N5 1000244-21-4 47
3 2.4.7-Trioxabicvclol4.4.019-dece... 468 C30H4404 1000160-93-8 42
4 Cvclohexane. 1.1.4.4-tetramethvl... 164 C12H20 1000154-20-4 42
5 1,4-Dimethyladamantane 164 C12H20 024145-89-9 40
Abundance Scan 2075 (14.387 min): VY003315.D (-2069) (-) m/z 149.10 100.00%
149
5000
93
41 g7 1 121 14.00 14.20 14.40 14.60 14.80
0 ...!,".".“.‘.,‘I.‘.‘.‘. L 189 221 8 m/z 93.00 29.59%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000
93 14.00 14.20 14.40 14.60 14.80
M m/z 107.00 18.66%
67
AEER Y U o
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
149
14.00 14.20 14.40 14.60 14.80
5000 m/z 150.10 12.17%
107
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #230785: 2,4,7-Trioxabicyclo[4.4.0]9-decene, 8-[4-(4-penty...
149 14.00 14.20 14.40 14.60 14.80
m/z 91.00 10.38%
5000
55 91
ol 22, L ). 123 || 179203 235 273 319 347 468
m/z-> 0 50 100 150 200 250 300 350 400 450 1400 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 : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 Cyclohexanone, 5-methyl-2-(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.47 107.57 ug/Il 2775190 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanone. 5-methvl-2-(l-met... 152 C10H160 029606-79-9 50
2 Cvclohexanone. 5-methvl-2-(1l-met... 152 C10H160 015932-80-6 43
3 trans-Decalin. 2-methvl- 152 C11H20 1000152-47-3 41
4 Tricvclol5.2.1.0(2.6)1decane. 4-... 150 C11H18 1000150-03-4 38
5 Hexane, 1-(isopropylidenecyclopr... 166 C12H22 024524-53-6 35
Abundance Scan 2089 (14.473 min): VY003315.D (-2083) (-) m/z 81.00 100.00%
1
5000
14.20 14.40 14.60 14.80
ol 192 208220 234 m/z 67.00 79.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25337: Cyclohexanone, 5-methyl-2-(1-methylethenyl)-, trans-
67 81 109
41
152
5000 LI B UL B B
27 53 95 137 14.20 14.40 14.60 14.80
‘ ‘ ‘ m/z 55.00 70.18%
o5 0 Mo b o 2 L4
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
81 152
67 L SR UL B SR
109 14.20 14.40 14.60 14.80
5000 41 137 m/z 95.00 65.37%
53 95
27 123
e R U S I B W B L B WA RS B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25429: trans-Decalin, 2-methyl- AR EEEEE S
81 14.20 14.40 14.60 14.80
67 m/z 41.00 63.32%
41 95 95 152
5000
137
109
Lhg ) )T
0..w..”,..“”MJ”anﬁ,”..,”..“.ﬂ.“..w...w..”,..”,. o B B
m/z--> 60 80 100 120 140 160 180 200 220 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 : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 2-Methyladamantane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.88 180.11 ug/Il 4646470 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Methvladamantane 150 C11H18 000700-56-1 91
2 Cvclohexene. 2-ethenvl-1.3.3-tri... 150 C11H18 005293-90-3 81
3 3.9-Epoxv-p-mentha-1.8(10)-diene 150 C10H140 1000111-14-8 70
4 Ethanone. 1-(6.6-dimethvlbicvclo... 150 C10H140 024555-40-6 50
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 49
Abundance Scan 2156 (14.881 min): VY003315.D (-2146) (-) m/z 135.10 100.00%
135
150
5000 79
85 i 160 14.60 14.80 15.00 15.20
109 - - -
of 181 206 260 m/z 150.10 72.67%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23927: 2-Methyladamantane
79 135
o3 150
5000 41 107
14.60 14.80 15.00 15.20
55 m/z 79.00 40.90%
27 120
0f L —
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
135
14,60 14.80 15.00 15.20
5000 93 m/z 81.00 34 .40%
41 55 79 107 150
27 121
R R A A A LS NS SRS LA SRS SARRE RARRN
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #23777: 3,9-Epoxy-p-mentha-1,8(10)-diene A BRREEEEE LS
135 14.60 14.80 15.00 15.20
m/z 67.00 32.57%
79
5000
a1 o4 122 | g9
55 107
miz-> 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\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 9
R.T. EstConc Area Relative to ISTD R.T.
14.94 92.27 ug/1 2380280 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Dimethvladamantane 164 C12H20 024145-89-9 93
2 1.4-Dimethvladamantane 164 C12H20 024145-88-8 93
3 Adamantane. 1.3-dimethvl- 164 C12H20 000702-79-4 87
4 4-(2-Methvl-cvclohex-1-env)-but... 164 C11H160 041437-92-7 74
5 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 64
Abundance Scan 2166 (14.942 min): VY003315.D (-2161) (-) m/z 149.10 100.00%
149
5000
93
41 55 107 164
121 14.60 14.80 15.00 15.20
S Y '”' M |:-~..,'. 185 | | 178104 216 260 281 | 77793 00 32.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33750: 1,4-Dimethyladamantane
149
5000 LR SN SRS B B
93 14.60 14.80 15.00 15.20
55 79 | 107 164 m/z 107.00 16.24%
al | | 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
5000 93 m/z 81.05 16.05%
55 79 107 164
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33749: Adamantane, 1,3-dimethyl- R EEE s
149 14.60 14.80 15.00 15.20
m/z 41.10 15.27%
5000 93
a1 107
27 [ 55 121 164
o.HPU”L.MPWJ$.M“.”“.”“.”..”“.”..”..”..”“.”“. e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 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 : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 1,3-Cyclohexadiene, 1,3,5,5... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.00 71.93 ug/1 1855680 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 93
2 1.4-Dimethvladamantane 164 C12H20 024145-89-9 90
3 1.4-Dimethvladamantane 164 C12H20 024145-88-8 87
4 1.3-Cvclohexadiene. 1.3.5.5.6.6-... 164 C12H20 1000150-39-4 74
5 1-Methyl-3-ethyladamantane 178 C13H22 001687-34-9 72
Abundance Scan 2175 (14.997 min): VY003315.D (-2171) (-) m/z 149.10 100.00%
149
5000
41 55 g7 19 ‘ 121 164 14.60 14.80 15.00 15.20 15.40
b et M e 335 | 182194 208 793700 32, 00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000 93 VAR P IR AU B
14,60 14.80 15.00 15.20 15.40
a1 107 m/z 164.10 14 _.59%
29 55 67 79 ‘ 121 164
0||1|5||U||‘||||H|||“|||H|‘||‘|‘|||||||||||||||||l|||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
149
1460 14.80 15.00 15.20 15.40
5000 o3 m/z 107.00 14 _.52%
55 67 81 107 164
41 121 135
e T S S SN B B B WL LI WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33748: 1,4-Dimethyladamantane B
149 14.60 14.80 15.00 15.20 15.40
m/z 79.00 13.31%
5000 93
55 67 81 107 164
121
0||||||||4|.‘1|“H M‘ ‘HMI\‘ ‘HI ||]|-3‘|5|||‘||||||||||||||||| R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 14,60 14.80 15.00 15.20 15.40

82Y071020S-M Fri Jul 24 11:57:33 2020
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY072320\
Data File : VY003315.D

Aca On 23 Jul 2020 14:46

Operator : SY/MD

Sample : L3380-05

Misc : 7.81G/5ML/MSVOA Y/SOIL

ALS Vial : 9 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 1-Methyl-3-ethyladamantane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.28 99.49 ug/1 2566710 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 80
2 1-Methvl-3-ethvladamantane 178 C13H22 001687-34-9 72
3 1l.4-Dimethvladamantane 164 C12H20 024145-88-8 64
4 1.4-Dimethvladamantane 164 C12H20 024145-89-9 64
5 2-(3-Methylbuta-1,3-dienyl)cyclo... 164 C11H160 1000191-75-5 53
Abundance Scan 2221 (15.277 min): VY003315.D (-2215) (-) m/z 149.10 100.00%
149
5000
7993
41 55 1075, 164 15.00 15.20 15.40 15.60
ol 180194209 232 260 281 n/z  93.00 55 67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #33749: Adamantane, 1,3-dimethyl-
149
5000 LR BRI SN B UM
93 1500 15.20 1540 15.60
M 107 m/z 79.00 18.09%
2] \\ I H\ IA ‘ 12l e
O L L e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
149
15,00 15.20 15.40 15.60
5000 m/z 150.10 14 .92%
93
55 79 07121135 163178

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

Abundance #33748: 1,4-Dimethyladamantane
149 15.00 15.20 15.40 15.60

m/z 107.00 13.08%
5000 93
5 7 107 164
0 41 121135
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY072320\
Data File : VY003315.D

Acq On 23 Jul 2020 14:46

Operator : SY/MD

Sample - L3380-05

Misc : 7.81G/5ML/MSVOA_Y/SOIL

ALS Vial : 9 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... 13.75 114.9 ug/l 2964270 4 13.42 1289900 50.0
Adamantane 14.13 117.3 ug/l 3026180 4 13.42 1289900 50.0
Naphthalene, deca... 14.25 96.9 ug/1 2500450 4 13.42 1289900 50.0
1-Bromoadamantane 14.28 172.2 ug/l 4443290 4 13.42 1289900 50.0
Adamantane, 1,3-d... 14.39 144 .5 ug/l 3726840 4 13.42 1289900 50.0
Cyclohexanone, 5-... 14.47 107.6 ug/l 2775190 4 13.42 1289900 50.0
2-Methyladamantane 14.88 180.1 ug/l 4646470 4 13.42 1289900 50.0
1,4-Dimethyladama... 14.94 92.3 ug/1 2380280 4 13.42 1289900 50.0
1,3-Cyclohexadien... 15.00 71.9 ug/1 1855680 4 13.42 1289900 50.0

4

1-Methyl-3-ethyla... 15.28 99.5 ug/1 2566710 13.42 1289900 50.0
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