LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY017276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M

Title : SW846 8260

Signal : TIC: VY@17276.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.223 60 66 76 rBV 48336 79999 13.96% 0.866%
2 2.905 172 178 190 rBV6 2167 6014 1.05% 0.065%
3 4.734 468 478 493 rBV3 8847 29367 5.13% 0.318%
4 4,972 504 517 527 rBV3 6877 24481 4.27%  0.265%
5 5.765 638 647 654 rBv4 2843 8491 1.48% 0.092%
6 6.996 840 849 861 rBV2 3560 13543  2.36% 0.147%
7 7.728 959 969 975 rBV 55775 135281 23.61% 1.464%
8 7.801 975 981 991 rVB 88894 199881 34.89% 2.164%
9 8.154 1029 1039 1052 rVB2 54088 124028 21.65% 1.343%
10 8.703 1119 1129 1141 rBV 143348 286766 50.06% 3.104%
11 9.197 1197 1210 1217 rBV 19709 42415 7.40%  0.459%
12 9.825 1308 1313 1325 rVB4 2971 6416 1.12% 0.069%
13 10.191 1365 1373 1388 rBV 239357 426211 74.40% 4.613%
14 10.380 1396 1404 1409 rVV5 5875 14408 2.52% 0.156%
15 10.532 1422 1429 1434 rBV2 11675 20679 3.61% 0.224%
16 10.587 1434 1438 1440 rVV2 5463 8643 1.51% 0.094%
17 10.630 1440 1445 1451 rVV2 21036 39346 6.87% 0.426%
18 10.977 1495 1502 1504 rBV4 4531 8732 1.52% 0.095%
19 11.014 1504 1508 1509 rvv2 13331 18403 3.21% 0.199%
20 11.044 1509 1513 1518 rVV 37552 63363 11.06% 0.686%
21 11.099 1518 1522 1528 rVB4 9041 15612 2.73% 0.169%
22 11.215 1535 1541 1545 rBV4 4653 8810 1.54% 0.095%
23 11.300 1545 1555 1565 rVB5 14547 37594 6.56% 0.407%
24 11.392 1565 1570 1573 rBV 6298 10360 1.81% 0.112%
25 11.501 1581 1588 1598 rBV 192278 321744 56.16%  3.483%
26 11.605 1598 1605 1606 rVV3 4735 9204 1.61% 0.100%
27 11.635 1606 1610 1614 rVV2 14705 25133  4.39% 0.272%
28 11.684 1614 1618 1621 rVV2 14787 26774 4.67%  0.290%
29 11.745 1621 1628 1632 rVV3 36274 91764 16.02% 0.993%
30 11.788 1632 1635 1640 rVB2 19147 30134 5.26% 0.326%
31 12.007 1664 1671 1673 rBV2 41423 77452 13.52% ©.838%
32 12.172 1694 1698 1702 rBV 37283 59316 10.35% 0.642%
33 12.209 1702 1704 17067 rVV3 14081 20298 3.54% 0.220%
34 12.257 1707 1712 1721 rVWW3 55027 116841 20.40% 1.265%
35 12.343 1721 1726 1731 rVV3 21567 34124 5.96% 0.369%
36 12.422 1736 1739 1745 rVB4 8775 14522 2.53% 0.157%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY017276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Title : SW846 8260
37 12.489 1745 1750 1756 rBV 131120 206971 36.13%  2.240%
38 12.587 1756 1766 1769 rBV 10116 26465 4.62% 0.286%
39 12.660 1774 1778 1784 rVB5 19197 38056 6.64% 0.412%
40 12.739 1784 1791 1794 rBv4 31024 69734 12.17% 0.755%
41 12.776 1794 1797 1800 rBV 32194 51142 8.93% 0.554%
42 12.818 1800 1804 1809 rVB4 107831 172382 30.09% 1.866%
43 12.873 1809 1813 1817 rVB 32056 44655 7.79%  0.483%
44 12.922 1817 1821 1823 rBV4 5846 8463 1.48% 0.092%
45 12.977 1823 1830 1834 rBvV2 23752 63494 11.08% 0.687%
46 13.050 1839 1842 1850 rVB4 48594 91272 15.93% 0.988%
47 13.141 1853 1857 1860 rBV5 13370 21691 3.79% 0.235%
48 13.257 1872 1876 1879 rBV3 20738 31185 5.44% 0.338%
49 13.324 1879 1887 1891 rVWv4 83466 202638 35.37% 2.193%
50 13.373 1891 1895 1899 rVwV3 29506 50907 8.89% 0.551%
51 13.434 1900 1905 1908 rVV 112760 188350 32.88% 2.039%
52 13.464 1908 1910 1914 rVB 97575 113184 19.76% 1.225%
53 13.507 1914 1917 1918 rBv2 10914 10901 1.90% 0.118%
54 13.556 1920 1925 1930 rBV7 28089 58092 10.14% 0.629%
55 13.629 1931 1937 1941 rBV2 74580 130380 22.76% 1.411%
56 13.672 1941 1944 1952 rVB3 56014 108157 18.88% 1.171%
57 13.757 1952 1958 1963 rBV2 222900 384824 67.17% 4.165%
58 13.861 1968 1975 1978 rBV3 31416 70925 12.38% 0.768%
59 13.928 1983 1986 1988 rVv2 33936 50305 8.78% 0.545%
60 13.977 1990 1994 1999 rVB2 81503 139395 24.33% 1.509%
61 14.086 2007 2012 2016 rBV 149882 242290 42.29% 2.623%
62 14.141 2016 2021 2028 rBV6 98709 207918 36.29% 2.251%
63 14.214 2028 2033 2037 rBV5 69203 142743 24.92% 1.545%
64 14.263 2037 2041 2044 rBV2 189024 316937 55.32% 3.431%
65 14.397 2057 2063 2066 rBV3 131047 254026 44.34%  2.750%
66 14.428 2066 2068 2072 rVV3 149115 210264 36.70% 2.276%
67 14.483 2073 2077 2082 rVB6 101583 195454 34.12%  2.116%
68 14.623 2097 2100 2105 rVB3 74908 109864 19.18% 1.189%
69 14.690 2105 2111 2116 rBV3 145149 349243 60.96% 3.780%
70 14.739 2116 2119 2125 rVB3 156744 265306 46.31% 2.872%
71 14.848 2132 2137 2140 rBV2 164732 313684 54.76%  3.395%
72 14.885 2140 2143 2148 rVB 160535 237025 41.37% 2.566%
73 14.952 2149 2154 2158 rVB3 154321 235234 41.06% 2.546%
74 15.013 2158 2164 2166 rBV3 85539 161223 28.14% 1.745%
75 15.299 2202 2211 2217 rBV7 174939 572872 100.00% 6.201%
76 15.452 2233 2236 2240 rBvV4 46588 68057 11.88% 0.737%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY017276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Title : SW846 8260

77 15.745 2279 2284 2293 rVB5 112067 222957 38.92%  2.413%
78 16.043 2330 2333 2341 rVB5 97211 185189 32.33% 2.005%
79 16.238 2361 2365 2371 rBV2 73545 158425 27.65% 1.715%

Sum of corrected areas: 9238428
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VY017276.D\data.ms
300000

250000
200000
150000

100000

50000 2.823

2.905 4.734 4.972 5.765

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘ (0L LA L L I L L L L L B AN

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 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: VY017276.D\data.ms

300000

250000 10.191
200000 11.501
150000 8.703

100000 7.801

50000 ' 11.044 11.74
9.197 630
oL_6.9% N 9.825 10.3%8}%%%1 @%@%ﬁ%g ;
=22 - RSNV A O A AV AV AL

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: VY017276.D\data.ms

300000 14.263
13.757

16.043

14.690
250000 14.428 16.238

14.086
200000 \
14.14
13.434 13.97714 214
150000 12.489 15 g1g 1460 l

13,
13324 136 a6

100000
12.257 | 13.050 13.37 3'5
217‘ 12. 1833 o57\131507
50000] 12002172, o, | 15 7300 543 13

12 'o%..ta:'si'-!t 7

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Naphthalene, decahydro-, tr... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.757 102.16 ug/l 384824 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 96
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 94
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 93
5 Cyclodecene, (Z)- 138 C10H18 000935-31-9 83

Abundance Scan 1958 (13.757 min): VY017276.D\data.ms (-1952) (- m/z 67.10 100.00%

411 671 138.2
95.1
5000

T T
13.50 14.00

119.1
o S 1888 s 138,20 86.85%
m/z--> 20 40 60 80 100 120 140 160
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
' 95.0
5000 N Lo
13.50 14.00

m/z 41.10 84.79%

o2 1150 |

‘ T ‘ UL ‘ T ‘ L
miz--> 20 40 60 80 100 120 140 160
Abundance #19425: Naphthalene, decahydro-

67.0 96.0 138.0

13.‘50 14.‘00
5000 41.0 m/Z 81.10 83.31%
0150 !Lls.o M
mlz--> 20 40 60 80 100 120 140 160
Abundance #19395: Spiro[4.5]decane T T
67.0 96.0 13.50 14.00

m/z 68.10 82.87%

138.0
0, il ‘ ‘

\ T
m/z--> 20 40 60 80 100 120 140 160 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Benzene, 1,3-diethyl-5-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.086 64.32 ug/l 242290 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 50
2 1,4-Cyclohexadiene, 3-ethenyl-1,... 134 C10H14 062338-57-2 49
3 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1eH14 003479-89-8 46
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 46
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 43

Abundance Scan 2012 (14.086 min): VY017276.D\data.ms (-2007) (- m/z 119.10 100.00%
119.1
5000 911
148.2
411 o :
‘ 65.1 14.00
0 sl " Al lgll 116837 105,10 77.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
5000 i :
91.0 148.0 14.00
m/z 117.10 50.87%
39.0 65.0
T | ‘H I
OH\‘\1‘}\’\\‘“\“}\\‘i‘\\w\‘w\\l‘\MH|H‘\\‘\\H
miz--> 40 60 80 100 120 140 160
Abundance #17127. 1,4-Cyclohexadiene, 3-ethenyl-1,2-dimethyl-
119.0
91.0
T \
14.00
5000 m/z 91.10 38.13%
41.0
0 ‘H““WJHM“‘H“JM‘J“M"M“NM,H“““
m/iz--> 80 100 120 140 160
Abundance #17120: 1,3,5—Cycloheptatriene, 3,7,7-trimethyl- P ‘
119.0 14.00
m/z 106.05 29.51%
91.0
5000
41.0 !AA
0 m_mw “m_m_‘UWHMJHH“Wm_m i .
miz--> 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Naphthalene, decahydro-2-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.263 84.14 ug/l 316937 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 97
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 95
3 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 78
4 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 74
5 Cyclohexene, 1-pentyl- 152 C11H20 015232-85-6 64
Abundance Scan 2041 (14.263 min): VY017276.D\data.ms (-2037) (|  m/z 81.10 100.00%
81.1
152.2
55.1
5000
109.2 J — -
14.00 14.50
135.2
o380 H‘ Al “‘; ol Rl myz 152.20 81.10%
m/z--> 20 40 60 80 100 120 140 160
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 - s
14.00 14.50
109.0 J m/z 95.10 78.91%
0! 3 “\i“‘\\“1:\]_\3\"‘0\\‘\‘\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #29490: trans-Decalin, 2-methyl-
81.0
—— —
55.0 152.0 14.00 14.50
5000 ' m/z 67.10 78.56%
29.0 109.0 J
o e
m/z--> 20 40 60 80 100 120 140 160

Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene 7
81.0 152.0 14.00 14.50

m/z 55.10 58.03%

109.0
- o W\/\
\“\‘

63 I ‘u“ L | ‘
SRR SSANE DU

7 T
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Adamantane, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.397 67.43 ug/l 254026 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 83
2 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 60
3 0-Toluic acid, 1l-adamantylmethyl... 284 C19H2402 1000292-22-6 53
4 2,3,4,5,6-Pentamethylphenol 164 C11H160 002819-86-5 50
5 Added stereo to name 164 C12H20 024145-88-8 50
Abundance Scan 2063 (14.397 min): VY017276.D\data.ms (-2057) (| | m/z 149.20 100.00%
149.2
5000
93.1
— =
411 ‘ 14.00 14.50
ol ey ““ Lt e m/z 93.16  35.31%
miz--> 50 100 150 200 250
Abundance #39800: 1,4-Dimethyladamantane (isomer 1)
149.0
5000 e —
41.0 93.0 14.00 14.50
m/z 107.10 19.58%
0 \H\ L“"M\“‘\ ‘H \“H“‘\ L ‘ \‘\ L B B s B B s
miz--> 50 100 150 200 250
Abundance #39778: Adamantane, 1,3-dimethyl-
149.0
= ——
14.00 14.50
m/z 91.10 14.69%
5000 93.0
41.0
oL Wy”HMHJjMJHJ — ‘\‘\\\ e
m/z-> 50 100 150 200 250
Abundance #179193: o-Toluic acid, 1-adamantylmethyl ester P ——
149.0 14.00 14.50
m/z 41.10 13.58%
- /\/W\J\//W
119.0
olae SN LIy sl
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 1-Phenyl-1-butene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.690 92.71 ug/1 349243  1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C1eH12 000824-90-8 72
2 Benzene, 1-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 72
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 42
4 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 42
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 42

Abundance Scan 2111 (14.690 min): VY017276.D\data.ms (-2105) (- m/z 117.10 100.00%
117.1

5

5000
R ]
14.50 15.00
0+ m/z 119.10 71.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16107: 1-Phenyl-1-butene
117.0
5000 R L
910 14.50 15.00
L m/z 95.10  43.58%
51.0 ‘
Ot ‘2\7‘\:9\“‘\ \“1”\ “‘}7\1\.9‘ i ‘HU‘\ T rH‘ \‘\H‘\‘\ RN R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)-
117.0
—— —
14.50 15.00
5000 ITI/Z 55.10 40.95%
91.0
39.0 65.0
olso, Lh b d b
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)- —— —
117.0 14.50 15.00
m/z 41.10 38.18%
5000
91.0
51.0 ‘ ‘
0\\\‘2\7‘\.\0\“\\“1“\“17\1\.9“\\‘1\“‘N\\‘\H‘\‘\H‘\‘\‘\\\\‘\\\\‘\\\ —— ——
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 trans,trans-1,6-Dimethylspi... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.739 70.43 ug/l 265306 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans,trans-1,6-Dimethylspiro[4.... 166 C12H22 1000111-72-1 55
2 trans,cis-1,8-Dimethylspiro[4.5]... 166 C12H22 1000111-72-9 53
3 trans,trans-1,8-Dimethylspiro[4.... 166 C12H22 1000111-72-8 53
4 cis,cis-1,6-Dimethylspiro[4.5]de... 166 C12H22 1000111-72-4 49
5 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 004795-86-2 46
Abundance Scan 2119 (14.739 min): VY017276.D\data.ms (-2116) (|  m/z 95.10 100.00%
95.1
411 67.1 151.2
119.1
5000
—— —
178.1 14.50 15.00
0 At 552070 m/z 81.10 80.01%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #41583: trans,trans-1,6-Dimethylspiro[4.5]decane
95.0
67.0 166.0
5000 —r— —
14.50 15.00
m/z 67.10 71.23%
‘ 123.0
O\\‘\\\\‘\\\\‘\\\‘\\\\“}\\\“\\‘\\‘\‘\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #41580: trans,cis-1,8-Dimethylspiro[4.5]decane
95.0
—— —
68.0 14.50 15.00 ;
5000 ITI/Z 55.10 69.31%
123.0 166.0
m/z--> 40 60 80 100 120 140 160 180 200
Abundance  #41584: trans,trans-1,8-Dimethylspiro[4.5]decane —— ——
95.0 14.50 15.00
m/z 41.10 69.26%
68.0
5000
123.0 166.0
m/z--> 40 60 80 100 120 140 160 180 200 14.50 15.00

82Y020124S.M Wed Feb 07 10:47:57 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.848 83.27 ug/l 313684 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro- 132 C10H12 000119-64-2 95
2 Indan, epoxide 132 C9H80 000768-22-9 46
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 38
4 Benzene, 4-hexenyl- 160 C12H16 023086-43-3 27
5 2-Fluorobenzoic acid, 2-phenylet... 244 C15H13F02 1000278-98-3 27

Abundance Scan 2137 (14.848 min): VY017276.D\data.ms (-2132) (| | m/z 104.10 100.00%

104.1
132.1
5000 81.1
55.1 166.2 = T
‘ ‘ ‘ ‘ 14.50 15.00
bt a0 wyz 132.05  47.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16158: Naphthalene, 1,2,3,4-tetrahydro-
104.0
5000 132.0
14.50 15.00
m/z 91.10 44.55%
51.0 78.0
0 ‘2\7‘\.0\\“ T \“1‘\ “m\ \”iH‘ Tt “H\ \M‘ \‘M\‘\ LN INL B A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16653: Indan, epoxide
104.0
— ——
14.50 15.00
5000 ITI/Z 81.10 38.98%
51.0 78.0 132.0
27.0 ‘
0 _w‘m“m‘!‘“‘mww‘_m"uﬂ‘m‘mu_‘wmw”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #16681: 2H-Inden-2-one, 1,3-dihydro- — —
104.0 14.50 15.00
m/z 95.15 36.88%
5000 132.0
51.0 78.0
0 | I
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Cyclohexene, 2-ethenyl-1,3,... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.885 62.92 ug/l 237025 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 2-ethenyl-1,3,3-tri... 150 C11H18 005293-90-3 80
2 Y-Methylbicyclo(4.3.0)non-6-en-8... 150 C1@H140 1000424-65-9 64
3 3-Methyl-2-(2-methyl-2-butenyl)-... 150 C1@H140 015186-51-3 50
4 1-Adamantyl methyl ketone 178 C12H180 001660-04-4 50
5 1-Bromoadamantane 214 C10H15Br 000768-90-1 47

Abundance Scan 2143 (14.885 min): VY017276.D\data.ms (-2140) (- m/z 135.20 100.00%
135.2

-

5000 79.1
411 107.1
‘ ‘ ‘ ‘ ‘ 14.50 15.00
b ol ‘ 1652 2070 o156 20 66.92%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #27771: Cyclohexene, 2-ethenyl-1,3,3-trimethyl-
135.0
5000 — L
410 93.0 14.50 15.00
m/z 79.18  42.77%
AL |
O‘\\‘\\i\\\‘}““\‘H\\w“\\}\‘\H\\“H\\\!‘\\‘\\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27585: Y-Methylbicyclo(4.3.0)non-6-en-8-one

A

135.0
14.50 15.00
790 109.0 ;
5000 m/z 93.10 25.16%
X 8 0 O A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27588: 3-Methyl-2-(2-methyl-2-butenyl)-furan — ——
135.0 14.50 15.00
m/z 107.10 22.53%
5000
91.0
410 650 J
o Ao | L e
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 3-Methyl-1-adamantanecarbox... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.952  62.45 ug/l1 235234  1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Added stereo to name 164 C12H20 024145-89-9 76
2 1,4-Dimethyladamantane (isomer 1) 164 C12H20 1000460-67-0 70
3 1,4-Dimethyladamantane (isomer 2) 164 C12H20 1000460-67-1 62
4 3-Methyl-1-adamantanecarboxylic ... 194 C12H1802 1000504-38-9 53
5 Adamantane, 1,3-dimethyl- 164 C12H20 000702-79-4 52
Abundance Scan 2154 (14.952 min): VY017276.D\data.ms (-2149) (- 149.20 100.00%
149.2
5000 931 J\u
41.1
LI el 1500
(N ‘H wm“‘J“‘WH_NW“M l 1702 93.10  38.06%
m/z--> 20 60 80 100 120 140 160 180
Abundance #39761: Added stereo to name
149.0
5000
93.0 15.00
550 m/z 41.10 24.90%
T Y O
O\\\’\\\\‘\\‘\‘\‘\M"”\\}} \\‘\\\\‘\\\\‘\‘\\\’\\
miz--> 20 40 80 100 120 140 160 180
Abundance #39800: 1,4—D|methyladamantane (isomer 1)
149.0
—
15.00
5000 m/z 81.10 23.29%
41.0 93.0
67.0
olaso | L 00 le=e 4y
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39801: 1,4-Dimethyladamantane (isomer 2) —
149.0 15.00
m/z 55.10  23.26%
41.0 93.0
5000
67.0
121.0
o229 “Hmw_‘«wum‘w“m,” —
m/z--> 20 40 60 80 100 120 140 160 180 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@17276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.300 152.08 ug/l 572872 1,4-Dichlorobenzene-d4 13.434
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 003877-19-8 70
2 Naphthalene, 2-ethyl-1,2,3,4-tet... 160 C12H16 032367-54-7 38
3 2(1H)-Naphthalenone, 3,4-dihydro- 146 C1@H1e0 000530-93-8 38
4 Naphth[1,2-b]Joxirene, 1a,2,3,7b-... 146 C10OH100 002461-34-9 38
5 Benzenepropanoic acid, methyl ester 164 C10H1202 000103-25-3 25
Abundance Scan 2211 (15.299 min): VY017276.D\data.ms (-2202) (| m/z 104.10 100.00%
104.1
149.2
5000
1.1
41.1 8
—= —
15.00 15.50
180.3
0 2072 "m/z 149.20 61.97%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance  #25045: Naphthalene, 1,2,3,4-tetrahydro-2-methyl-
104.0
5000 146.0 . T
15.00 15.50
39.0 m/z 146.20  43.99%
150, | 80| ‘
0 \‘H\‘\ T \H“\ \‘M \“\“\”“‘U\ t \H“M\“‘ \\}h‘ \‘U‘M‘\M\H‘HH‘HH‘HH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #36266: Naphthalene, 2-ethyl-1,2,3,4-tetrahydro-
104.0
15.00 15.50
5000 131.0 ITI/Z 91.10 41.34%
160.0
390 780 ‘
0 Wm_h“ ““‘ 4 Ran M,H‘h‘““ ‘M“ “U‘l‘“HH“HHWHWH
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #24947: 2(1H)-Naphthalenone, 3,4-dihydro- —— —
104.0 15.00 15.50
m/z 81.10 33.95%
146.0
5000
78.0
39.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY020624\
Data File : VY@017276.D

Acqg On : 06 Feb 2024 19:46
Operator : SY/MD

Sample : P1358-01

Misc : 5.00g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y020124S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Naphthalene, de... 13.757 102.2 ug/l 384824 4 13.434 188350 50.0
Benzene, 1,3-di... 14.086 64.3 ug/l 242290 4 13.434 188350 50.0
Naphthalene, de... 14.263 84.1 wug/l 316937 4 13.434 188350 50.0
Adamantane, 1,3... 14.397 67.4 ug/l 254026 4 13.434 188350 50.0
1-Phenyl-1-butene 14.690 92.7 ug/l 349243 4 13.434 188350 50.0
trans,trans-1,6... 14.739 70.4 ug/l 265306 4 13.434 188350 50.0
Naphthalene, 1,... 14.848 83.3 wug/l 313684 4 13.434 188350 50.0
Cyclohexene, 2-... 14.885 62.9 ug/l 237025 4 13.434 188350 50.0
3-Methyl-1-adam... 14.952 62.5 ug/l 235234 4 13.434 188350 50.0
Naphthalene, 1,... 15.300 152.1 ug/1 572872 4 13.434 188350 50.0
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