LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 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\82Y070924S.M

Title : SW846 8260

Signal : TIC: VYQ18801.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.704 463 473 482 rBVS 4184 13733 7.61% ©0.882%
2 5.722 632 640 650 rvVB5 1903 5020 2.78% 0.322%
3 7.709 957 966 972 rBv2 28171 68567 38.00% 4.402%
4 7.777 972 977 991 rVB 43999 97684 54.13% 6.271%
5 8.136 1023 1036 1046 rBV 25191 56242 31.17% 3.611%
6 8.685 1118 1126 1136 rBV 68057 136012 75.37%  8.732%
7 10.172 1363 1370 1379 rBV 103051 180454 100.00% 11.585%
8 10.575 1433 1436 1446 rVB2 2568 4237  2.35% 0.272%
9 10.947 1492 1497 1501 rBV4 1181 1881 1.04% 0.121%
10 11.294 1550 1554 1560 rVB6 1385 2066 1.14% ©.133%
11 11.489 1579 1586 1596 rBV 97879 166187 92.09% 10.669%
12 11.678 1611 1617 1618 rVV5 1257 2195 1.22% 0.141%
13 11.733 1621 1626 1630 rVVv2 3466 6251 3.46% 0.401%
14 11.776 1630 1633 1637 rVB3 1661 2299 1.27% 0.148%
15 11.995 1664 1669 1677 rBV5 5661 12367 6.85% 0.794%
16 12.117 1686 1689 1692 rVv4 1649 2160 1.20% 0.139%
17 12.203 1698 1703 1705 rVVv3 4688 7725 4.28% 0.496%
18 12.233 1705 1708 1714 rVV5 7484 15025 8.33% 0.965%
19 12.282 1714 1716 1717 rVV2 2236 1910 1.06% 0.123%
20 12.312 1719 1721 1725 rVV3 2487 3856 2.14% 0.248%
21 12.349 1725 1727 1729 rVWV3 2132 2997 1.66% ©0.192%
22 12.373 1729 1731 1736 rVB3 2362 3330 1.85% 0.214%
23 12.477 1741 1748 1755 rBV 75764 123782 68.59% 7.947%
24 12.544 1755 1759 1760 rVVv4 2373 3323  1.84% 0.213%
25 12.568 1760 1763 1768 rVVe6 4108 7775 4.31% 0.499%
26 12.641 1771 1775 1782 rVB6 6627 13192 7.31% 0.847%
27 12.727 1782 1789 1793 rBVS8 5322 13114 7.27% 0.842%
28 12.806 1793 1802 1807 rVV5 11980 33953 18.82% 2.180%
29 12.855 1807 1810 1815 rVB6 6087 10810 5.99% 0.694%
30 12.940 1821 1824 1829 rVB5 4348 6695 3.71% 0.430%
31 12.989 1829 1832 1833 rBV3 3612 4322  2.40% 0.277%
32 13.038 1838 1840 1846 rVB6 7790 12785 7.08% 0.821%
33 13.111 1847 1852 1853 rBV4 1310 2000 1.11% 0.128%
34 13.141 1853 1857 1858 rBV3 1493 1992 1.10% ©.128%
35 13.178 1862 1863 1868 rVB4 3058 3096 1.72% 0.199%
36 13.245 1868 1874 1878 rVB7 5646 10305 5.71% 0.662%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 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\82Y070924S.M
Title : SW846 8260
37 13.312 1878 1885 1889 rBVS8 8671 23388 12.96% 1.501%
38 13.422 1897 1903 1909 rVB 88928 139964 77.56%  8.986%
39 13.495 1913 1915 1919 rBV5S 2909 4119 2.28% 0.264%
40 13.550 1919 1924 1930 rVV9 5043 12144 6.73% 0.780%
41 13.611 1930 1934 1941 rVB7 4763 8720 4.83% 0.560%
42 13.696 1941 1948 1950 rBV8 5565 11914 6.60% 0.765%
43 13.745 1950 1956 1961 rvv4 20945 38336 21.24% 2.461%
44 13.794 1961 1964 1967 rVv4 5124 7299 4.04% 0.469%
45 13.855 1969 1974 1977 rVB7 4361 8088 4.48% ©.519%
46 14.080 2005 2011 2015 rBv4 9572 19792 10.97% 1.271%
47 14.135 2015 2020 2026 rvv9 6743 18506 10.26% 1.188%
48 14.196 2026 2030 2034 rVB6 6857 10043 5.57% ©.645%
49 14.251 2034 2039 2047 rVB6 21583 37809 20.95% 2.427%
50 14.324 2049 2051 2055 rVB5 1986 2176 1.21% 0.140%
51 14.379 2055 2060 2063 rBV7 6448 11032 6.11% ©.708%
52 14.422 2063 2067 2071 rBV6 14907 19044 10.55% 1.223%
53 14.477 2072 2076 2078 rBV5 5885 8143 4.51% 0.523%
54 14.617 2095 2099 2103 rBV7 5131 7041 3.90% ©.452%
55 14.678 2105 2109 2114 rVvs 6512 13789 7.64% ©.885%
56 14.733 2114 2118 2124 rVV6 12301 19405 10.75% 1.246%
57 14.794 2124 2128 2129 rVv3 2173 3454  1.91% 0.222%
58 14.842 2133 2136 2140 rBV5 4633 6684 3.70% 0.429%
59 14.946 2144 2153 2157 rBV8 8691 16958 9.40% 1.089%
60 15.062 2171 2172 2178 rVB6 4317 4860 2.69% 0.312%
61 15.117 2178 2181 2184 rBVS 2455 3299 1.83% ©0.212%
62 15.251 2200 2203 2206 rVB5 2683 3602 2.00% 0.231%
63 15.385 2223 2225 2229 rVB5 5239 6931 3.84% 0.445%
64 15.428 2229 2232 2238 rVB7 3033 5687 3.15% ©.365%
65 15.501 2241 2244 2247 rBVS 1912 2273 1.26% 0.146%
66 15.604 2255 2261 2265 rVB8 3092 5262 2.92% ©.338%
67 15.665 2266 2271 2273 rBvV4 3331 4476  2.48% 0.287%
68 15.738 2276 2283 2285 rBV8 2557 5212 2.89% ©.335%
69 16.025 2324 2330 2335 rBV7 4147 9215 5.11% 0.592%
70 16.110 2341 2344 2348 rVB5 1476 1986 1.10% 0.128%
71 16.220 2357 2362 2363 rBV5 1980 2330 1.29% 0.150%
72 16.293 2370 2374 2382 rVB9 3129 7718 4.28% 0.495%
73 16.482 2399 2405 2406 rBV4 2805 4342 2.41% 0.279%
74 16.616 2424 2427 2429 rBvV4 2620 3264 1.81% ©.210%
Sum of corrected areas: 1557647
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY018801.D\data.ms
100000

80000

60000

40000

20000

4.704 5.722

O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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: VY018801.D\data.ms
100000 10.172 11.489

80000
8.685

60000

7777

40000

8.136

20000

10575 10,947 11204 | | 11408

0—r— —T — —T —— T — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VY018801.D\data.ms

100000

N I
11.00 11.50

80000 12.477

60000

40000

13.745 14.251

20000

12.806

11.9%‘ LB22036.482616

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\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 2 Sulfurous acid, cyclohexylm... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.806  12.13 ug/1l 33953 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 50
2 Oxazole, 4,5-dimethyl- 97 C5H7NO 020662-83-3 47
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 46
4 Cyclopentane, 1,1,3-trimethyl- 112 C8H16 004516-69-2 43
5 Sulfurous acid, butyl cyclohexyl... 234 C11H2203S 1000309-21-4 43
Abundance Scan 1802 (12.806 min): VY018801.D\data.ms (-1793) (- m/z 97.10 100.00%
97.1
55.0
AW
140.1 LN
M | ‘ 12:50 13.00
o‘m_m‘m HLM”J‘MMm_uH‘_Mwwwww m/z 55.85 76.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est
97.0
5000 550 \A“‘ ‘ S
12.50 13.00
m/z 69.10 41.49%
o 290 ‘\‘ Jo ) 1270 1550 225.¢
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3329: Oxazole, 4,5-dimethyl-
43.0 97.0
\
12.50 13.00
5000 m/z 41.15 36.95%
15.0 70.0 ‘
0 S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7617: Cyclohexane, 1,1-dimethyl- e —
97.0 12.50 13.00
55.0 m/z 83.10 28.84%
5000
27.0
oHW“H_m‘mwJ‘_mwH_wwwwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12. 50 13 OO
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl13.312 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.312 8.36 ug/1 23388 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,6-Octadiene, 5,7-dimethyl-, (R)- 138 C10H18 085006-04-8 43
2 1-Pentene, 2,3,3-trimethyl- 112 C8H16 000560-23-6 38
3 Cyclopentane, 1l-ethyl-1-methyl- 112 C8H16 016747-50-5 38
4 Fumaric acid, octadecyl trans-he... 450 C28H5004 1000348-89-8 35
5 2-Pentene, 3,4-dimethyl- 98 C7H14 024910-63-2 30
Abundance Scan 1885 (13.312 min): VY018801.D\data.ms (-1878) (- m/z 55.05 100.00%
585.
83.3
5000
123.3 — ——
I H\ il s | e
O b M ke m/z 83.25 79.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #19493: 1,6-Octadiene, 5,7-dimethyl-, (R)-
55.0 83.0
5000 Jk/\ ‘ —
13.00 13.50
m/z 82.00 52.19%
L)) =
O\H\‘\\\\"“\\M“\‘}‘H"‘!H‘\“\\“H"H\\“\\H’HH‘\\H’HH‘HH’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #7620: 1-Pentene, 2,3,3-trimethyl-
55.0 f{ W
83.0
L DT
13.00 13.50
5000 m/z 41.05 45.58%
27.0
g o
Ol bbb prerep e prer e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #7665: Cyclopentane, 1-ethyl-1-methyl- “ —
83.0 13.00 13.50
55.0
m/z 69.10 38.66%
5000
27.0
o"‘u"HH‘,‘”‘H“!‘_‘“m,!”“‘1‘1“2",9”Wm,uH_m,w_m,ww — —
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 Naphthalene, decahydro-, cis- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.745 13.70 ug/1l 38336 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 90
2 Cyclodecene 138 C10H18 003618-12-0 83
3 Naphthalene, decahydro- 138 C10H18 000091-17-8 74
4 Cyclohexane, 1-methyl-3-(1-methy... 138 C10H18 024399-15-3 64
5 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C10H18 000464-15-3 64
Abundance Scan 1956 (13.745 min): VY018801.D\data.ms (-1950) (- m/z 67.10 100.00%
67.1
95.1 138.3
5000
—— —
H\ L ve2y )y o5 8.
0 S Aanasans 1R il NN N m/z 81.85 80.32%
m/z--> 20 80 100 120 140
Abundance #19453 Naphthﬂene decahydro-, cis-
67.0
41.0
96.0 138.0
5000 —r —
13.50 14.00
m/z 138.30  77.54%
15.0
O' \\‘\H“\\‘\1\2‘1\.0\\\“\\\\
miz-> 20 40 60 80 100 120 140
Abundance #19387 Cyclodecene
41.0 \AA Ap ‘}v\‘/\/\f“\ ‘/\‘A‘ ‘AH‘\
' 13.50 14.00
5000 95.0 m/z 95.10  71.47%
138.0
o m_”‘1‘1?-9‘”‘_‘”
miz--> 20 40 100 120 140
Abundance #19425: Naphthmene decahydro- T —
67.0 96.0 138.0 13.50 14.00
m/z 82.10 68.97%
5000 41.0 W
0‘1‘5‘-9‘\‘\”\‘ JAB-O WW“
m/z--> 20 100 120 140 13'50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.080 7.07 ug/l 19792 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 58
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 49
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1loH14 000934-80-5 47
4 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 46
5 p-Cymene 134 C1oH14 000099-87-6 46
Abundance Scan 2011 (14.080 min): VY018801.D\data.ms (-2005) (- m/z 119.00 100.00%
119.0
5000
148.1 A
770 230 adsf E
Sl "
S ‘HM Ju“ - L Wl e L nyz 10510 84.95%
m/z--> 20 80 100 120 140
Abundance #26403.Benzene,14nethyL4{14netthropyD-
119.0
A
14.00
910 148.0 m/z 148.05 35.48%
41.0 65.0 |
O\\\\‘\\\\“\\\\‘\\\\’\\\\“\\\‘\“\\\‘\‘\\\\‘
miz--> 20 40 60 80 100 120 140
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
FRILLSE
14.00
5000 m/z 95.05 25.70%
91.0
39.0 65.0 ‘
o“1‘5‘?””_‘m““”“‘,H:““:M“MHMHH
m/iz--> 20 40 60 80 100 120 140
Abundance #17084: Benzene, 4-ethyl-1,2-dimethyl- — ‘
119.0 14.00
m/z 91.15 19.50%
5000
39.0 91.0
15.0 65.0 J A fM
oyl e b Ll e | ALY
miz--> 20 60 80 100 120 140 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@71224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40

Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.M
: SW846 8260

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 unknownll14.135 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.135 6.61 ug/1l 18506 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 3,3,5-trimethyl- 124 C9H1e6 000503-45-7 38
2 2-Methylbicyclo[3.2.1]octane 124 C9H16 1010215-28-0 30
3 1-Methylbicyclo[3.2.1]octane 124 C9H16 119972-41-7 25
4 3a,7a-Epoxy-1H-inden-1-one, hexa... 152 C9H1202 037079-31-5 25
5 3-Oxatricyclo[4.1.1.0(2,4)]octan... 152 C1@H160 001686-14-2 22

Abundance Scan 2020 (14.135 min): VY018801.D\data.ms (-2015) (- 55.10 100.00%
55.1
111.0 133.1
5000 39,0 83.1
Ll L oo e
oy — ‘m_m 67.15  74.22%
miz--> 20 40 60 80 100 120 140
Abundance #12209: Cyclohexene, 3,3,5-trimethyl-
67.0 109.0
5000
41.0 14.00 1450
‘ % m/z 133.05  64.53%
O\]-\5\0‘\‘\‘\\}“\\“H\‘\H HH\\\‘}‘\‘\‘\\‘\\\\‘\\\\
miz--> 20 40 100 120 140
Abundance #12192: 2 Methy|b|cyc|o[3 2.1]octane
67.0 95.0
Yy fy
14.00 14.50
5000 41.0 ITI/Z 111.00 62.02%
124.0
miz--> 20 40 60 80 100 120 140
Abundance #12190: 1-Methylbicyclo[3.2.1]octane Co —
67.0 14.00 14.50
m/z 57.10 57.75%
109.0
NI [ 72 1460 BN
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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, decahydro-2-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.251  13.51 ug/1 37809 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 91
2 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 87
3 (+)-Dihydrocarvone 152 C1eH160 005524-05-0 58
4 Pulegone 152 C10H160 000089-82-7 58
5 Bicyclo[2.2.2]octane, 2-methyl- 124 C9H16 000766-53-0 53
Abundance Scan 2039 (14.251 min): VYOlBSOl[ﬂdmarns(2034)( m/z 152.20 100.00%
81.1 152.
5000 55.0
109.2
L
owHWMMMMN" ‘WHHHW M m/z 81.10 87.38%
m/z--> 20 40 80 100 120 140 160
Abundance #29507: Naphthalene decahydro-2-methyl-
41.0 81.0 152.0
5000 —r— ——
14.00 14.50
109.0 m/z 67.20  83.48%
o 3 | o |
N ‘\\\\‘\\\‘\\\\‘\\\\
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 ITI/Z 95.20 74 .54%
29.0 109.0 J
o A =L
m/z--> 20 40 60 80 100 120 140 160
Abundance #29120: (+)-Dihydrocarvone T —
67.0 95.0 14.00 14.50
m/z 137.20 47.63%
5000
41.0 152.0
123. /\ W\\
N 1 - O P WP
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@71224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40

Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.M
: 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 8 trans-Decalin, 2-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.422 6.80 ug/l 19044 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 trans-Decalin, 2-methyl-
2 Allyl 2,4-hexadienoate

3 Diisopropylaminoacrylonitryl 152 C9H16N2
4 Cyclodecene, 1-methyl-
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20

152 C11H20
152 C9H1202

152 C11H20

1000152-47-3 60
1000431-58-3 55
038691-28-0 55
066633-38-3 49
002547-27-5 49

m/z-->

Abundance Scan 2067 (14.422 min): VY018801.D\data.ms (-2063) (-

5000 67.0
411
0, il
20 40 60 80

95.2
152.1

119.1

V10 T Y

100 120 140 160

m/z 95.20 100.00%

:

14.50

Abundance

5000
290
\H
‘\\\\‘\\\ T

81.0

#29490: trans-Decalin, 2-methyl-

152.0

109.0 J
U asse |

O

m/z 152.05 72.31%

%

14.50

m/z 81.00 62.56%

m/z--> O 100 120 140 160
Abundance #30137. Allyl 2,4-hexadienoate
g
41.0 930
67.0 LN
14.50
5000 m/z 82.10 56.14%
152.0
kbl by b e | |
mlz--> 20 40 60 80 100 120 140 160
Abundance #30321: Diisopropylaminoacrylonitryl T
95.0 14.50
m/z 67.05 51.60%
5000
43.0 152.0
‘ 68.0 ‘
0 “H‘}‘M1“‘1“““‘“”‘“““M“1‘”‘””“”““”” —
m/z--> 20 40 60 80 100 120 140 160 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl4.733 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.733 6.93 ug/1 19405 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1,1-dimethylpropyl)- 148 C11H16 002049-95-8 35
2 1H-1,5-Benzodiazepine, 2,3,4,5-t... 148 C9H12N2 006516-89-8 35
3 Butyric acid, 2-phenyl-, dodec-2... 330 C22H3402 1000406-86-7 32
4 Butyric acid, 2-phenyl-, undec-2... 316 C21H3202 1000406-92-0 32
5 1-Chloro-2-methyl-2-phenylpropane 168 C10H13Cl 000515-40-2 27
Abundance Scan 2118 (14.733 min): VY018801.D\data.ms (-2114) (- | m/z 119.15 100.00%
119.2
5000 630 NJ\M M
o AT RASTLAV.YIVY
' | WG&S 2070 14.50 15.00
0 w‘\‘“““m“”‘ U “M e m/z 83.20 38.36%

miz--> 50 100 150 200 250 300
Abundance #26388: Benzene, (1,1-dimethylpropyl)-
119.0

5000 — —
14.50 15.00

m/z 95.10 31.97%

410 770
. ‘H‘ “‘ i‘m‘\\‘ N‘ ‘\ ‘M‘H o “ L
miz--> 50 100 150 200 250 300
Abundance  #26874: 1H-1,5-Benzodiazepine, 2,3,4,5-tetrahydro-
119.0

— —
14.50 15.00

5000 m/z 67.10  29.82%

65.0
— \\Lh \}Hh ‘\h‘\‘m‘h} \;\‘L iy I !H\ ‘nh‘ -
m/z--> 50 100 150 200 250 300

Abundance #237215: Butyric acid, 2-phenyl-, dodec-2-en-1-yl ester —— ——
119.0 14.50 15.00

m/z 55.00  29.14%

5000
55.0

| \M “‘ \\“ m‘ \“ Lol \1660 2110 330(
T

\ T
m/z--> 50 100 150 200 250 300 14.50 15.00

o

o

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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 unknownl4.946 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.946 6.06 ug/l 16958 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl-2-methyl- 148 C11H16 013632-94-5 49
2 Benzene, 2,4-diethyl-1-methyl- 148 C11H16 001758-85-6 49
3 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 49
4 Benzene, pentamethyl- 148 C11H16 000700-12-9 38
5 Benzene, 1l-ethyl-3-(1-methylethyl)- 148 C11H16 004920-99-4 38
Abundance Scan 2153 (14.946 min): VY018801.D\data.ms (-2144) (- m/z 133.05 100.00%
138.1
| WWMA
819 109. A/l M
39.2 167.2 207.0 15.00
0! m/z 119.20 67.30%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26381: Benzene, 1,4-diethyl-2-methyl-
1338.0
105.0 15.00
770 ' m/z 148.20 36.63%
39.0 ' ‘ ‘
O-\1\5\.(‘)\‘}‘\\“‘\\“\‘\“1‘\\\H‘H‘”\“M‘H \H\‘\‘\\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26380: Benzene, 2,4-diethyl-1-methyl-
138.0 \ h
iR
15.00
5000 m/z 109.40 29.68%
91.0
39.0
150,50 650 ||
O el b e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #26390: Benzene, 1,3-diethyl-5-methyl- —
133.0 15.00
m/z 91.05 27.42%
5000
91.0
65.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY071224\
Data File : VY018801.D

Acqg On : 12 Jul 2024 16:40
Operator : SY/MD

Sample : P3211-03

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y070924S.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|
Sulfurous acid,... 12.806 12.1 ug/l 33953 4 13.422 139964 50.0
unknown13.312 13.312 8.4 ug/l 23388 4 13.422 139964 50.0
Naphthalene, de... 13.745 13.7 ug/1 38336 4 13.422 139964 50.0
Benzene, 1-meth... 14.080 7.1 ug/l 19792 4 13.422 139964 50.0
unknown114.135 14.135 6.6 ug/l 18506 4 13.422 139964 50.0
Naphthalene, de... 14.251 13.5 ug/l 37809 4 13.422 139964 50.0
trans-Decalin, ... 14.422 6.8 ug/l 19044 4 13.422 139964 50.0
unknownl14.733 14.733 6.9 ug/l 19405 4 13.422 139964 50.0
unknownl14.946 14.946 6.1 ug/l 16958 4 13.422 139964 50.0
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