LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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\82Y062920S.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 2.219 73 79 92 rBv 79296 133854 6.70% 0.709%
2 3.261 242 250 257 rBv4 8500 23418 1.17% 0.124%
3 3.962 357 365 376 rBV 31074 82430 4.13% 0.437%
4 4.724 476 490 503 rBvV2 95132 297528 14.89% 1.576%
5 6.102 708 716 725 rVB2 10660 31601 1.58% 0.167%
6 7.724 970 982 988 rBV 252601 596178 29.85% 3.159%
7 7.797 988 994 1006 rVB 401048 913533 45.73% 4 .840%
8 8.151 1042 1052 1063 rBV 240206 523515 26.21% 2.774%
9 8.693 1132 1141 1155 rBV 642254 1267105 63.43% 6.713%
10 9.187 1217 1222 1227 rVB5 11248 24764 1.24% 0.131%
11 9.614 1283 1292 1297 rVB5 11302 24266 1.21% 0.129%
12 9.705 1301 1307 1314 rBV3 11972 24670 1.24% 0.131%
13 10.059 1359 1365 1371 rBVv4 12090 24572 1.23% 0.130%
14 10.181 1377 1385 1392 rBvV 965040 1682965 84.25% 8.916%
15 10.242 1392 1395 1401 rVB 24766 40227 2.01% 0.213%
16 10.589 1445 1452 1465 rBvV2 26200 100596 5.04% 0.533%
17 11.089 1530 1534 1540 rvB2 13092 22843 1.14% 0.121%
18 11.296 1561 1568 1574 rBV6 10454 23614 1.18% 0.125%
19 11.491 1593 1600 1610 rVB 836778 1395144 69.84% 7.391%
20 11.589 1612 1616 1619 rBV2 16691 25244 1.26% 0.134%

21 11.705 1626 1635 1639 rBV2 48226 131126 6.56% 0.695%
22 11.997 1676 1683 1691 rBV5 39761 135196 6.77% 0.716%

23 12.119 1700 1703 1707 rVB 26354 40212 2.01% 0.213%
24 12.168 1707 1711 1712 rBV2 15244 20355 1.02% 0.108%
25 12.199 1712 1716 1719 rVV3 48045 80097 4.01% 0.424%
26 12.235 1719 1722 1728 rVB4 38138 68486 3.43% 0.363%

27 12.333 1728 1738 1745 rBV 1212248 1997515 100.00% 10.583%
28 12.479 1756 1762 1768 rBV2 638059 1091728 54.65% 5.784%
29 12.540 1768 1772 1775 rVVv4 48551 80323 4.02% 0.426%
30 12.583 1775 1779 1784 rvv2 120111 218092 10.92% 1.155%

31 12.644 1784 1789 1795 rVB4 105676 212131 10.62% 1.124%
32 12.729 1795 1803 1808 rBVS8 50609 135969 6.81% 0.720%
33 12.808 1810 1816 1827 rBV10 112205 316114 15.83% 1.675%
34 12.948 1835 1839 1843 rVB4 42146 52261 2.62% 0.277%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 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\82Y062920S .M

Title : SW846 8260

35 13.009 1843 1849 1850 rBv4 28682 54308 2.72% 0.288%
36 13.040 1850 1854 1855 rBV2 79710 90264 4._.52% 0.478%
37 13.070 1855 1859 1864 rVB2 230823 356185 17.83% 1.887%
38 13.125 1864 1868 1871 rBV5 21426 35116 1.76% 0.186%

39 13.174 1872 1876 1882 rVB3 61562 108354 5.42% 0.574%
40 13.284 1886 1894 1898 rBV3 293790 653627 32.72% 3.463%

41 13.369 1904 1908 1912 rVB 338612 480738 24.07% 2.547%
42 13.424 1912 1917 1922 rVV 583052 869060 43.51% 4.604%
43 13.485 1922 1927 1933 rVB 185337 394595 19.75% 2.091%
44 13.643 1950 1953 1957 rVB2 65778 89467 4.48% 0.474%
45 13.747 1965 1970 1975 rBV2 202301 347030 17.37% 1.839%

46 13.918 1995 1998 2000 rBV3 39391 53041 2.66% 0.281%
47 14.076 2020 2024 2029 rBV2 100646 178786 8.95% 0.947%
48 14.149 2029 2036 2041 rVV6 74528 219574 10.99% 1.163%
49 14.198 2041 2044 2048 rVB5 33145 47987 2.40% 0.254%
50 14.253 2048 2053 2059 rBV7 179557 421877 21.12% 2.235%

51 14.308 2060 2062 2067 rVB2 104972 150469 7.53% 0.797%
52 14.387 2070 2075 2077 rBv4 94548 158906 7.96% 0.842%
53 14.424 2077 2081 2084 rVVv4 131340 204581 10.24% 1.084%
54 14.473 2084 2089 2095 rVB 742676 1149491 57.55% 6.090%
55 14.570 2102 2105 2109 rVB4 76380 99670 4._.99% 0.528%

56 14.619 2110 2113 2116 rVB3 57453 68305 3.42% 0.362%
57 14.729 2128 2131 2138 rBv4 180211 312086 15.62% 1.653%
58 14.851 2147 2151 2153 rBV3 98305 149235 7.47% 0.791%
59 15.216 2208 2211 2215 rVB3 98938 124111 6.21% 0.658%
60 15.448 2244 2249 2251 rBV4 123383 220615 11.04% 1.169%

Sum of corrected areas: 18875150
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .M
> SW846 8260

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY003011.D
1200000

1000000
800000
600000
400000

200000
2.22 4.72

326 3.96 /\ 6.0

Time--> 180 2.00 220 240 260 280 300 320 340 360 380 400 420 4.40 4.60 4.80 5.00 5.20 5.40 560 580 600 620 6.40 6.60
Abundance TIC: VY003011.D

1200000

o

1000000 10.18
11.49
800000

8.69
600000

400000 7.80

200000
9.19 9.@71 1006024 1059 11.0911.30 | 113K

o e e e P

T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY003011.D

1200000

1000000
14.47

800000

600000 ‘

14.73 15.22 ‘i41

132
400000 14.

1307 | ||lla g 1375 14.29.4 4
311 (89
200000 2mmu§‘l‘mel3¥92‘“h
12m%pq 3"2¥fa3"
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I T I I T T T
Time--> 12 OO 12 50 13 OO 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\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S.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 1 (1R)-2,6,6-Trimethylbicyclo... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 71.59 ug/1 1997520 Chlorobenzene-d5 11.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1R)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-70-8 96
2 _.alpha.-Pinene 136 C10H16 000080-56-8 96
3 3-Carene 136 C10H16 013466-78-9 91
4 (19)-2.6.6-Trimethvlbicvclol3.1.... 136 C10H16 007785-26-4 91
5 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 C10H16 004889-83-2 91
Abundance Scan 1738 (12.333 min): VY003011.D (-1728) (-) m/z 93.00 100.00%
9B
5000
77
o+ 121136 %0 1225 10 1268
5 107 : : : :
ol 161 177191 232 281 m/z  91.00 45 40%
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15854: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene
93
5000 USRNSSR BN SRR
41 77 12.00 12.20 12.40 12.60
121 m/z 92.00 37.63%
136
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
93
12.00 12.20 12.40 12,60
5000 m/z 77.00 31.66%
41 "
21 7 5 107321 136
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15672: 3-Carene AT
93 12.00 12.20 12.40 12.60
m/z 79.00 24 _.98%
5000
121136
I L
0,.”.“.N L.QMH‘PM”,”.W.”......”...” R AmamEEE
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 Camphene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.58 12.55 ug/Il 218092 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Camphene 136 C10H16 000079-92-5 81
2 Bicvclol3.1.0Thexane. 6-isopropyvy... 136 C10H16 024524-57-0 72
3 .beta.-Pinene 136 C10H16 000127-91-3 58
4 Bicvclol3.1.1Theptane. 6.6-dimet... 136 C10H16 018172-67-3 58
5 _beta.-Myrcene 136 C10H16 000123-35-3 58
Abundance Scan 1779 (12.583 min): VY003011.D (-1775) (-) m/z 93.00 100.00%
93
121
5000
136 12.20 12.40 12.60 12.80 13.00

149 175189 207

232 260

0 m/z 121.00 69.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15665: Camphene
93
121

12.20 12.40 12.60 12.80 13.00
m/z 91.00 38.17%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
121
9% R e EERamna)
136 12.20 12.40 12.60 12.80 13.00
79
5000 m/z 106.95 30.82%
41 107
55
27
O T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #15695: .beta.-Pinene
9B 12.20 12.40 12.60 12.80 13.00
m/z 67.00 29.87%
5000 4l
69
121136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.20 12.40 12.60 12.80 13.00

82Y062920S.M Tue Jun 30 11:33:42 2020

Page: 5



Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 unknownl2.81 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.81 18.19 ug/I 316114 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0lhexane. 4-methyvlen... 136 C10H16 003387-41-5 47
2 trans-1.3-Diethvlcvclopentane 126 C9H18 1000113-87-1 38
3 Cvclopropanemethanol. 2.2.3.3-te... 128 C8H160 002415-96-5 30
4 7-Oxabicvclol4.1.01heptane. 3-me... 112 C7H120 036099-51-1 25
5 Cyclohexane, 1,2-dimethyl-, trans- 112 C8H16 006876-23-9 25
Abundance Scan 1816 (12.808 min): VY003011.D (-1810) (-) m/z 55.00 100.00%
5000
1125%40 12:40 12,60 12.80 13.00 13.20
o 154 174 193209 m/z 97.00  83.18%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15891: Bicyclo[3.1.0]hexane, 4-methylene-1-(1-methylethyl)-
93
5000 AU R R
41 77 12. 40 12.60 12.80 13.00 13.20
27 L6 m/z 92.95 80.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
PUAN
97 LA UNIUSI SR SRR I
12.40 12.60 12.80 13.00 13.20
5000 41 m/z 41.00 78.62%
70
27 126
ol 111
wmmwmmwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12647: Cyclopropanemethanol, 2,2,3,3-tetramethy!- e T
55 12.40 12.60 12.80 13.00 13.20
" 97 m/z 43.05 70.75%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300 1320
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 Hexane, 2,2,5-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.49 22.70 ug/1 394595 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexane. 2.2.5-trimethvl- 128 C9H20 003522-94-9 64
2 Hexane. 2.2.5.5-tetramethvl- 142 C10H22 001071-81-4 53
3 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 53
4 Heptane. 2.2.4-trimethvl- 142 C10H22 014720-74-2 50
5 Hexane, 2,2,4-trimethyl- 128 C9H20 016747-26-5 50
Abundance Scan 1928 (13.491 min): VY003011.D (-1922) (-) m/z 57.05 100.00%
g7
5000
43 71 AL AR« Sendiaiil
85 _ 113 13.20 13.40 13.60 13.80
ol 9977127 155 173189 208 260 281 m/z 56.00 37.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12712: Hexane, 2,2,5-trimethyl-
57
5000 L SO BURLN SUCLILN B
13.20 13.40 13.60 13.80
71 m/z 71.05 25.82%
oL 2 | | | g5 113
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
113.20 13.40 13.60 13.80
5000 a1 m/z 43.00 24 _.92%

71

85 107 127142

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48893: Decane, 2,6,8-trimethyl- B B e
57 13.20 13.40 13.60 13.80
m/z 41.00 20.55%
5000 43
71
85 99
0 L I J 113127 155169184
e o S o e R R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 20 13. 40 13. 60 13. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 Naphthalene, decahydro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.75 19.97 ug/Il 347030 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. decahvdro- 138 C10H18 000091-17-8 96
2 Naphthalene. decahvdro-. trans- 138 C10H18 000493-02-7 94
3 Spirol4.51decane 138 C10H18 000176-63-6 81
4 Naphthalene. decahvdro-. cis- 138 C10H18 000493-01-6 76
5 o-Menth-8-ene 138 C10H18 015193-25-6 68
Abundance Scan 1970 (13.747 min): VY003011.D (-1965) (-) m/z 66.95 100.00%
5000
154 13.40 13.60 13.80 14.00
ol 191207 232 260 ns7 41.10  91.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16888: Naphthalene, decahydro-
67 81 96 138
5000 41 AR U UL UL
109 1340 13.60 13.80 14.00
r m/z 55.10 85.15%
OI]I'4I'IIU”|H”I‘I " ||‘h‘|||“||‘||1|2|3|||||||| ERRE e AR RRERE R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
67 138
82 96 AL BN SN
41 13.40 13.60 13.80 14.00
5000 m/z 138.10 84.07%
27 54 109
0 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #16860: Spiro[4.5]decane
67 g, 96 13.40 13.60 13.80 14.00
138 m/z 81.05 76.79%
5000 41 109
27 || °
o 123
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1340 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 unknownl14.15 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.15 12.63 ug/Il 219574 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 3-cvclohexvl- 266 C19H38 013151-88-7 35
2 Cvclohexane. (cvclopentvimethvl)- 166 C12H22 004431-89-4 27
3 Decane. 3-cvclohexvl- 224 C16H32 013151-74-1 27
4 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 25
5 p-Cymene 134 C10H14 000099-87-6 25
Abundance Scan 2036 (14.149 min): VY003011.D (-2029) (-) m/z 119.00 100.00%
119
55
41 83
5000 69
S 148
133 167 13.80 14.00 14.20 14.40
0 193209 232 282 m/z 55.00 64.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115918: Tridecane, 3-cyclohexyl-

83

5000 LA L L L L L B
13.80 14.00 14.20 14.40
m/z 83.10 55.76%
o 139154168'82 01915 237
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
83
55 S —
4 13.80 14.00 14.20 14.40
5000 m/z 82.05 54.99%
166
27 69 | g7
124138

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

Abundance #81255: Decane, 3-cyclohexyl- T
13.80 14.00 14.20 14.40

m/z 41.00 53.95%

5000

I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 trans-Decalin, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.25 24 .27 ug/1 421877 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 94
2 cis-Decalin., 2-svn-methvl- 152 C11H20 1000155-85-6 74
3 Puledone 152 C10H160 000089-82-7 70
4 Decalin. svn-1l-methvl-. cis- 152 C11H20 1000158-89-1 64
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 60
Abundance Scan 2052 (14.247 min): VY003011.D (-2048) (-) m/z 81.00 100.00%
il

95
4 87

152
5000

8

14.00 14.20 14.40 14.60

166 189 208 232

260 281

0 m/z 95.00 76.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25429: trans-Decalin, 2-methyl-
81
67
9% 152

5000

14.00 14.20 14.40 14.60
m/z 67.00 71.35%

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
81 95
67 LR BN BRI I B
41 14.00 14.20 14.40 14.60
5000 m/z 41.10 66.99%
152
27 110
137
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25067: Pulegone e A RRREE RS
8 152 14.00 14.20 14.40 14.60

m/z 152.10 65.93%

5000

%

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\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 Bicyclo[3.1.0]hexan-3-one, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14._.47 66.13 ug/1 1149490 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 001125-12-8 93
2 Bicvclol3.1.0Thexan-3-one. 4-met... 152 C10H160 000471-15-8 93
3 Thuilone 152 C10H160 000546-80-5 91
4 3.5-Octadiene. (Z.2)- 110 C8H14 007348-80-3 72
5 4-Octyne 110 C8H14 001942-45-6 58

Abundance Scan 2089 (14.473 min): VY003011.D (-2084) (-) m/z 81.10 100.00%

g1

110

5000

-

14.20 14.40 14.60 14.80

124439 152

177190 218

01 m/z 110.10 73.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25349: Bicyclo[3.1.0]hexan-3-one, 4-methyl-1-(1-methylethyl)
81 110
41 6 95
14.20 14.40 14.60 14.80
7 m/z 67.00 62.04%
124 152
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
41 81
R e L
7 &7 o5 110 14.20 14.40 14.60 14.80
5000 m/z 68.00 61.71%
152

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #25055: Thujone

-

14.20 14.40 14.60 14.80
m/z 69.00 57.93%

5000

]

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\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 Undecane, 2,6-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.73 17.96 ug/Il 312086 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.6-dimethvl- 184 C13H28 017301-23-4 60
2 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 25
3 1-Bromo-3.7-dimethvloctane 220 C10H21Br 003383-83-3 14
4 Dodecane. 6-methvl- 184 C13H28 006044-71-9 14
5 trans-2-Undecen-1-ol 170 C11H220 075039-84-8 14

Abundance Scan 2131 (14.729 min): VY003011.D (-2128) (-) m/z 57.05 100.00%

57
5000 41 71 g5

14.40 14.60 14.80 15.00

191 207

o m/z 71.00 44 .51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48881: Undecane, 2,6-dimethyl-
57
43
5000 LA L L L L L L LB LB |
29 71 14.40 14.60 14.80 15.00
m/z 41.05 44 . 46%
0 H L h 127141155169184
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
R I RERREEEE RS RSy
14.40 14.60 14.80 15.00
5000 m/z 55.10 41.93%
43 71
29 g5 112
13 127141155169184

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

Abundance #76842: 1-Bromo-3,7-dimethyloctane A E
14.40 14.60 14.80 15.00

m/z 95.10 39.84%

5000

14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA Y\DATA\VY062920\
Data File : VY003011.D

Aca On 29 Jun 2020 17:07

Operator : SY/MD

Sample : L3128-03

Misc : 7.08G/5ML/MSVOA Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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 unknownl5.45 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.45 12.69 ug/Il 220615 1,4-Dichlorobenzene-d4 13.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Methvloctahvdrocoumarin 168 C10H1602 080648-29-9 48
2 2(1H)-Pvrimidinone. 4-amino-5-me... 125 C5H7N30 000554-01-8 30
3 Cvclohexene. 3-heptvl- 180 C13H24 015232-93-6 30
4 4(1H)-Pvridinethione.l-methvl- 125 C6H7NS 006887-59-8 22
5 Cyclohexane, (1-methylethylidene)- 124 C9H16 005749-72-4 18

Abundance Scan 2249 (15.448 min): VY003011.D (-2244) (-) m/z 69.05 100.00%

41 95

5000

15.20 15.40 15.60 15.80

206 267281

232

0 m/z 81.05 82.01%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36355: 6-Methyloctahydrocoumarin
81
55
5000 41 96 L e
15.20 15.40 15.60 15.80
111 m/z 55.05 81.64%
0 125139 168
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
125
R EmEEES L
15.20 15.40 15.60 15.80
5000 m/z 41.00 77.25%
- 55 70
97

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #45724: Cyclohexene, 3-heptyl- R EmEEES L
1 15.20 15.40 15.60 15.80
m/z 125.10 65.03%

5000

109 80

123137151165 !
R e EEEmsmmme
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_Y\DATA\VY062920\
Data File : VY003011.D

Acq On 29 Jun 2020 17:07

Operator : SY/MD

Sample - L3128-03

Misc : 7.08G/5ML/MSVOA_Y/SOIL

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_Y\METHODS\82Y062920S .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]
(1R)-2,6,6-Trimet._... 12.33 71.6 ug/1 1997520 3 11.49 1395140 50.0
Camphene 12.58 12.6 ug/I1 218092 4 13.42 869060 50.0
unknownl12.81 12.81 18.2 ug/I1 316114 4 13.42 869060 50.0
Hexane, 2,2,5-tri... 13.49 22.7 ug/l 394595 4 13.42 869060 50.0
Naphthalene, deca... 13.75 20.0 ug/I1 347030 4 13.42 869060 50.0
unknownl14 .15 14.15 12.6 ug/I1 219574 4 13.42 869060 50.0
trans-Decalin, 2-_... 14.25 24_3 ug/I1 421877 4 13.42 869060 50.0
Bicyclo[3.1.0]hex... 14.47 66.1 ug/l 1149490 4 13.42 869060 50.0
Undecane, 2,6-dim... 14.73 18.0 ug/I1 312086 4 13.42 869060 50.0
unknown15.45 15.45 12.7 ug/I1 220615 4 13.42 869060 50.0
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