LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 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\82Y021422S.M

Title : SW846 8260

Signal : TIC: VY@07527.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.716 957 967 973 rBvV 66978 160125 32.74% 2.176%
2 7.789 973 979 988 rVV2 103691 233691 47.78% 3.176%
3 7.868 988 992 1003 rVB5 2163 5546 1.13% 0.075%
4 8.002 1007 1014 1020 rBV4 2417 6261 1.28% ©.085%
5 8.143 1027 1037 1046 rBV 56711 129270 26.43% 1.757%
6 8.271 1052 1058 1061 rBV4 3335 6616 1.35% 0.090%
7 8.319 1061 1066 1076 rVV 12517 33237 6.80% 0.452%
8 8.685 1118 1126 1139 rVB 160342 319746 65.38% 4.346%
9 9.149 1195 1202 1203 rBV4 3791 6648 1.36% 0.090%
106 9.185 1203 1208 1212 rVV3 8331 17659 3.61% 0.240%
11  9.240 1212 1217 1222 rVB5 5462 10830 2.21% 0.147%
12 9.453 1249 1252 1260 rVB5 4319 8889 1.82% 0.121%
13 9.612 1271 1278 1285 rBv4 13902 30464 6.23% 0.414%
14 9.746 1293 1300 1307 rBV5 11436 25525 5.22% 0.347%
15 9.850 1314 1317 1322 rVB5 3452 5521 1.13% 0.975%
16  9.935 1325 1331 1332 rBV3 5369 7947 1.62% 0.108%
17 10.112 1354 1360 1364 rBV3 7756 14191 2.90% 0.193%
18 10.179 1364 1371 1383 rVV 274833 489049 100.00% 6.647%
19 10.362 1394 1401 1408 rVB8 7141 20359 4.16% 0.277%
20 10.514 1422 1426 1433 rVB2 11998 21404 4.38% 0.291%
21 10.612 1437 1442 1449 rVB7 6774 13861 2.83% 0.188%
22 10.703 1454 1457 1461 rVB3 4570 6821 1.39% 0.093%
23 10.801 1468 1473 1477 rVB4 8055 12214 2.50% 0.166%
24 10.904 1483 1490 1496 rBV3 6197 14978 3.06% 0.204%
25 10.971 1497 1501 1503 rBV4 4367 5466 1.12% 0.074%
26 11.038 1508 1512 1515 rVVv2 8003 11682 2.39% 0.159%
27 11.e87 1515 1520 1525 rVV2 31958 51717 10.58% 0.703%
28 11.142 1525 1529 1532 rVVé6 5281 7884 1.61% 0.107%
29 11.197 1533 1538 1543 rVV8 12044 23799 4.87% 0.323%
30 11.246 1543 1546 1547 rVV3 7543 9109 1.86% 0.124%
31 11.288 1547 1553 1563 rVB7 20639 57570 11.77% ©.782%
32 11.380 1563 1568 1572 rBV 14051 23247 4.75% 0.316%
33 11.490 1579 1586 1595 rBV 260609 433395 88.62% 5.890%
34 11.624 1604 1608 1611 rBV3 8021 12106 2.48% 0.165%
35 11.679 1612 1617 1621 rBV6 8896 16014 3.27% 0.218%
36 11.733 1621 1626 1631 rBV2 18024 34886 7.13% 0.474%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 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\82Y021422S.M
Title : SW846 8260
37 11.837 1639 1643 1646 rBV6 6277 11504 2.35% 0.156%
38 11.892 1649 1652 1655 rvv4 7789 11773 2.41% 0.160%
39 11.929 1656 1658 1662 rVB4 7852 10492 2.15% 0.143%
40 12.002 1663 1670 1676 rBV3 33599 76386 15.62% 1.038%
41 12.063 1676 1680 1682 rVv4 7494 13785 2.82% 0.187%
42 12.118 1682 1689 1694 rVv2 30029 62108 12.70% 0.844%
43 12.197 1698 1702 1705 rVVv4 26184 48911 10.00% 0.665%
44 12.233 1705 1708 1713 rVB4 28946 47778 9.77%  0.649%
45 12.380 1725 1732 1734 rBV6 16709 36951 7.56% 0.502%
46 12.410 1735 1737 1743 rVB3 28723 38701 7.91% 0.526%
47 12.477 1743 1748 1754 rBV 220576 356627 72.92% 4.847%
48 12.642 1771 1775 1781 rVB3 48659 90021 18.41% 1.223%
49 12.727 1783 1789 1794 rBvV7 23104 59242 12.11% 0.805%
50 12.806 1795 1802 1807 rVV4 51290 126660 25.90% 1.721%
51 12.855 1808 1810 1816 rvB4 21795 30517 6.24% 0.415%
52 12.910 1816 1819 1820 rBvV3 9763 10684 2.18% 0.145%
53 12.947 1821 1825 1829 rVV3 29215 49556 10.13% 0.674%
54 13.001 1829 1834 1836 rVVv4 19330 36965 7.56% 0.502%
55 13.038 1836 1840 1848 rVB2 73704 126378 25.84% 1.718%
56 13.166 1857 1861 1867 rBV6 24331 43302 8.85% ©.589%
57 13.319 1877 1886 1889 rBv4 52961 116080 23.74% 1.578%
58 13.355 1889 1892 1896 rvv2 35908 56140 11.48% 0.763%
59 13.422 1896 1903 1912 rVB 261325 430828 88.10% 5.855%
60 13.562 1923 1926 1928 rBVv4 15782 19716 4.03% 0.268%
61 13.672 1941 1944 1948 rVB5 10872 14799 3.03% 0.201%
62 13.745 1950 1956 1961 rBV3 117223 230485 47.13% 3.132%
63 13.788 1961 1963 1968 rVB2 30450 41166 8.42% ©.559%
64 13.849 1970 1973 1979 rBV5 26501 58119 11.88% 0.790%
65 13.965 1989 1992 1997 rVB2 76474 113635 23.24% 1.544%
66 14.014 1997 2000 2005 rVB4 37892 55135 11.27% 0.749%
67 14.074 2005 2010 2015 rBV3 81860 134116 27.42% 1.823%
68 14.142 2015 2021 2026 rBV6 47932 100585 20.57% 1.367%
69 14.196 2026 2030 2032 rBVS5 23675 33811 6.91% 0.460%
70 14.257 2035 2040 2043 rBV3 101188 190959 39.05%  2.595%
71 14.379 2056 2060 2063 rBV3 46000 74028 15.14% 1.006%
72 14.416 2063 2066 2070 rVvVv4 85678 122984 25.15% 1.671%
73 14.611 2095 2098 2103 rBv4 39533 61581 12.59% 0.837%
74 14.672 2103 2108 2113 rVV3 140679 277362 56.71% 3.770%
75 14.727 2113 2117 2124 rVB2 150811 239091 48.89%  3.249%
76 14.800 2124 2129 2133 rVB6 40652 86994 17.79% 1.182%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 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\82Y021422S.M

Title : SW846 8260

77 14.843 2133 2136 2138 rBvV2 28092 38553 7.88% 0.524%
78 14.940 2148 2152 2156 rBV3 80684 109717 22.43% 1.491%
79 15.050 2165 2170 2178 rVB3 72629 157684 32.24% 2.143%
80 15.208 2191 2196 2202 rBV 182793 277252 56.69% 3.768%
81 15.440 2230 2234 2241 rVB9 20229 49539 10.13% 0.673%
82 15.544 2241 2251 2254 rBV8 42990 130346 26.65% 1.772%
83 15.599 2257 2260 2266 rVB5 65453 112613 23.03% 1.531%
84 16.153 2345 2351 2357 rBV 133259 228849 46.79%  3.110%
85 16.397 2389 2391 2396 rVB4 23621 32754 6.70%  0.445%

86 16.470 2398 2403 2410 rBV7 59832 137175 28.05% 1.864%
87 16.598 2420 2424 2434 rVBlo 20121 49744 10.17% 0.676%

Sum of corrected areas: 7357908
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.M
Quant Title : SW846 8260

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

Abundance TIC: VY007527.D\data.ms
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Abundance TIC: VY007527.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 4
R.T. EstConc Area Relative to ISTD R.T.

13.745 26.75 ug/1 230485 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
2 Naphthalene, decahydro- 138 C10H18 000091-17-8 94
3 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81
4 Cyclodecene 138 C10H18 003618-12-0 74
5 2,2-Dimethyl-3-vinylcyclopentanone 138 C9H140 1000427-24-5 64

Abundance Scan 1956 (13.745 min): VY007527.D\data.ms (-1950) (-  m/z 138.20 100.00%

67.1 138.2
41.1 96.1
5000
i P
‘ \ ‘ 166.0 193.2 1350 14.00
by Ll ISO0 2PSS 0 m/z 67.10 93.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0
5000 —r —
13.50 14.00
m/z 81.10 70.51%
15.0 ‘
\\‘\H\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0 UL L
21.0 13.50 14.00
5000 m/z 68.10 67.07%
“M“J‘HV“H“M‘H“‘H““H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19453: Naphthalene, decahydro-, cis- — —
7.0
410 13.50 14.00
m/z 41.10 65.18%
96.0 138.0
5000
15.0 |
1l |
it P ——
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 2,4-Dimethylstyrene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.075 15.56 ug/l 134116 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 89
2 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 89
3 Benzene, (2-methyl-1-propenyl)- 132 C10H12 000768-49-0 86
4 Benzene, 2-butenyl- 132 C10H12 001560-06-1 86
5 Benzene, (1-methyl-1-propenyl)-,... 132 C1@H12 000767-99-7 64

Abundance Scan 2010 (14.074 min): VY007527.D\data.ms (-2005) (- m/z 119.10 100.00%
1

119.1
5000
571 91.1
. T
H 14{\3.1 191.2 14.00
Y S STRAREE. L4 LIRS m/z 117.10  78.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16113: 2,4-Dimethylstyrene
117.0
5000 . :
14.00
m/z 105.10 32.67%
‘\‘U‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16162: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
T T
14.00
5000 ITI/Z 115.10 28.86%
91.0
51.0 ‘
S B I S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16144: Benzene, (2-methyl-1-propenyl)- ——
117.0 14.00
m/z 91.10 27.49%
5000 91.0
39.0 650
;ﬁ?ﬂ‘wuwmww‘ﬂwﬂmpm‘M_MM“H‘_“W‘H‘_“‘ —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl4.257 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.257  22.16 ug/1 190959 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-hexyl- 152 C10H160 003777-70-6 46
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 46
3 Dihydromyrcenol, trifluoroacetate 252 C12H19F302 1000463-72-2 43
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 43
5 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 38

Abundance Scan 2040 (14.257 min): VY007527.D\data.ms (-2035) (-  m/z 83.10 100.00%
8':

55.1
5000
P o
14.00 14.50
18232071 m/z 82.10  77.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29111: Furan, 2-hexyl-
81.0
5000 — —
152.0 14.00 14.50
43.0 ‘ 123.0 m/z 55.10 68.51%
\\\‘\\\\“\\\‘H\‘\H\“\\w‘\\\“\‘\!‘\\"\\\\’\\\‘\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
P o
14.00 14.50
5000 ITI/Z 81.10 61.20%
29.0 ‘ 154.0
el W e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #137620: Dihydromyrcenol, trifluoroacetate —— T
55.0 82.0 14.00 14.50
m/z 152.20 57.00%
5000
123.0
29.0 ‘ ‘ 155.0
SN O Nt ., N PN A R o
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 4 Benzene, 1l-ethyl-2,4-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.672  32.19 ug/l 277362  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 90
2 Benzene, 1,2,4,5-tetramethyl- 134 C1leH14 000095-93-2 64
3 o-Cymene 134 C10H14 000527-84-4 64
4 p-Cymene 134 C10H14 000099-87-6 60
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 60

Abundance Scan 2108 (14.672 min): VY007527.D\data.ms (-2103) (- m/z 119.10 100.00%

119.1
5000
97.2
1= —
5.1 ‘ 148.0 1732 14.50 15.00
ol e e 2081y 13420 37.50%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl-
119.0
5000 P ‘wa\f\w
14.50 15.00
91.0 m/z 117.10  34.56%
39.0 0 ‘ ‘
\\\.?\‘}\\"‘\\‘\\‘\\\\‘H‘\\\\‘m\\‘\w\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
4 —
14.50 15.00
5000 ITI/Z 97.20 27.49%
390 91.0
-~ 65.0
150 VLV L b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16991: o-Cymene T ——
119.0 14.50 15.00
m/z 91.10 21.80%
5000 91.0
39.0 65. O ‘
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\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Undecane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.727  27.75 ug/1 239091 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 45
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 45
4 Sulfurous acid, butyl octyl ester 250 C12H2603S 1000309-17-5 43
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 35

Abundance Scan 2117 (14.727 min): VY007527.D\data.ms (-2113) (- m/z 57.10 100.00%

57.1
5000 119.1
98.2 — —
‘ ‘ 151.2 14.50 15.00
H“H‘Umw$_whwwhﬁw‘uw;“Hp‘w“m‘4?ﬁ3397% m/z 71.10  46.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 s s
14.50 15.00
m/z 43.10 44.89%
29.0 H 98.0
\\‘\u‘\\“‘\\\‘\“\\H{\“U\\\““\\U\‘\\;\4‘]-\.(\)\\‘\\\]\-‘8\4\.\0\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0
—— —
14.50 15.00
5000 ITI/Z 119.10 40.27%
29.0 98.0
b 1400 1880
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59061: Undecane, 3,6-dimethyl- = —
57.0 14.50 15.00
m/z 41.10 36.38%
- ﬁMMJLLﬁJJJ\ANWNﬂ”¢Nﬂ
29.0
850 1130
I s Y Y
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\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 6 Benzene, (3-methyl-2-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.050 18.30 ug/l 157684 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (3-methyl-2-butenyl)- 146 C11H14 004489-84-3 50
2 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 50
3 Benzene, (1,2-dimethyl-1-propenyl)- 146 C11H14 000769-57-3 50
4 2-Butene, 3-chloro-1-phenyl-, (Z)- 166 C1eH11Cl 016608-68-7 46
5 1H-Indene, 2,3-dihydro-1,3-dimet... 146 C11H14 004175-53-5 45

Abundance Scan 2170 (15.050 min): VY007527.D\data.ms (-2165) (-~ m/z 131.05 100.00%

131.1

5000

. w ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25011: Benzene, (3rnethy|2 butenyl)-

131.
91.0
T T

5000
15.00

m/z 119.10 37.90%
41.0 65.0
‘\‘\\\“‘\\\\‘h“\h\\‘\\1 “%]\-J\-HO‘\‘M\‘\H\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25013: Benzene, (2-methyl-1-butenyl)-
131.0
1 T

15.00
5000 91.0 148.00  26.43%
390 . 65\'0 m I
Iy | il \u
RV S M R SR “““‘_“““H
miz--> 20 40 60 80 100 120 140 160 180 A //\’\/b
Abundance #25022: Benzene, (1,2-dimethyl-1-propenyl)-
131.0 1500
m/z 146.15 21.52%
5000 91.0
“‘HMM‘M‘HWM““l‘N‘ m ‘mL‘JV‘W““_“‘ A“‘A‘ — ‘A? —
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\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Oxalic acid, 2-ethylhexyl n... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.208 32.18 ug/l 277252  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, 2-ethylhexyl nonyl ... 328 C19H3604 1000309-39-2 64
2 Tridecane, 7-methyl- 198 C14H30 026730-14-3 62
3 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 53
4 Octane, 2-bromo- 192 C8H17Br 000557-35-7 50
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 50

Abundance Scan 2196 (15.208 min): VY007527.D\data.ms (-2191) (- m/z 57.10 100.00%
57.1

5000

5

113.2

85.1 ‘
145.0 15.00 15.50
el “‘“H‘M“H‘H!m;um,m“199‘3_‘1‘9?‘3‘” m/z 71.10  95.84%

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

Abundance #234327: Oxalic acid, 2-ethylhexyl nonyl ester
57.0

%

5000
15.00 15.50

85.0 112.0 m/z 43.10 70.65%

290 ‘ 1710
[ \

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

%

Abundance  #152681: Sulfurous acid, 2-ethylhexyl pentyl ester
57.0 15.00 15.50

m/z 55.05 24.48%

Abundance #74015: Tridecane, 7-methyl-
57.0
15.00 15.50
5000 m/z 41.10 45 .,34%
112.0
85.0
M 153 | 133.0155.0 183.0
_"w"H"H“H“_"w“u,‘u“u“_“w“u

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

—— —

5000

113.0
RRET

m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50

r
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl5.555 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.544  15.13 ug/1 130346 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 49
2 Sulfurous acid, cyclohexylmethyl... 332 C18H3603S 1000309-21-9 43
3 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 43
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 38
5 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 38

Abundance Scan 2251 (15.544 min): VY007527.D\data.ms (-2241) (- m/z 97.10 100.00%
97.1

55.1

5000

-

149.2

T \
15.50
126 182.2
2071 m/z 55.10  69.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #214478: Oxalic acid, cyclohexylmethyl nonyl ester
97.0

-

55.0

5000 T T

15.50
m/z 43.10 37.39%

29'0 ‘\M | ‘ 126.0 17‘]"0

T ‘\\\\‘1‘\\\‘H\\\\’\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #239147: Sulfurous acid, cyclohexylmethyl undecyl ester
97.0

-

T \
15.50

5000 55.0 m/z 41.10 31.28%

290 |l 1260 1550

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

Abundance  #196828: Oxalic acid, cyclohexylmethyl octyl ester — ‘
97.0 15.50

:

55.0 m/z 57.10 29.68%
29.0 157.0
o azso B0 St
miz--> 20 40 60 80 100 120 140 160 180 200 15.50

82Y021422S.M Mon Feb 21 07:19:10 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 Dodecane, 2,6,10-trimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.153 26.56 ug/l 228849 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 74
3 Decane, 5-propyl- 184 C13H28 017312-62-8 64
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 59
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 58

Abundance Scan 2351 (16.153 min): VY007527.D\data.ms (-2345) (- m/z 57.10 100.00%

57.1
5000 85.2
127.2 a0 AN
16.00 16.50
183.2
N ‘_wH:‘Muws“\‘m‘“‘J‘:"“H‘E"?ﬁ“Hmm“‘z‘l?;? m/z 71.10  98.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
5000 — ——
85.0 16.00 16.50
m/z 43.10 60.24%
29.0 127.0
\‘\‘H\\“‘\\\‘ “\‘\‘}\“1‘\\}““\\U\‘\“\\\‘\175\5.‘0\\\]\.8‘:‘\3.\(\)\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
—— —
16.00 16.50
5000 ITI/Z 41.10 48.88%
29.0 85.0
‘ 27.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59032: Decane, 5-propyl- T —
57.0 16.00 16.50
m/z 85.15 44.40%
5000
85.0
29.0
‘ ‘ 112.0 140.0
bbb e b A8A0 — —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 unknownl6.470 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.470  15.92 ug/1 137175 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 46
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 45
3 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 45
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 38
5 2-(6-Chloro-3-pyridazinylamino)e... 173 C6H8CIN30 051947-89-8 30

Abundance Scan 2403 (16.470 min): VY007527.D\data.ms (-2398) (- m/z 129.05 100.00%

129.1
41.1

5000 691 g7,

-

160.1 \\\‘\\\\‘\\\\‘\\\\‘
193.3 16.20 16.40 16.60

m/z 141.05 96.88%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #22155: Bicyclo[4.4.1]undeca-1,3,5,7,9-pentaene
141.0
115.0
5000 LINLL L L L L B B B B
16.20 16.40 16.60
m/z 115.10 96.20%
39.0 930 ggp
‘\‘H\“‘1\H\\“‘1‘\‘”\”}“\”1“\\“H\”1’\”\H\MH\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22141: Benzocycloheptatriene
141.0
115.0 e
16.20 16.40 16.60
5000 m/z 142.05 92.19%
63.0 89.0
_“w“H‘MLW‘NM‘_‘ww“uq‘u“u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22147: Naphthalene, 1-methyl- ”k?fYTYDY¥“““rFmﬂ
142.0 16.20 16.40 16.60
m/z 41.10 80.73%
5000 115.0
39\'0 l ?3\.0\ 890 Il

m/z--> 20 40 60 80 100 120 140 160 180 200 16.2016.40 16.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007527.D

Acqg On : 17 Feb 2022 17:01
Operator : SY/MD

Sample : N1580-02

Misc : 6.09g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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... 13.745 26.8 ug/l 230485 4 13.422 430828 50.0
2,4-Dimethylsty... 14.075 15.6 ug/l 134116 4 13.422 430828 50.0
unknown14.257 14.257 22.2 ug/l 190959 4 13.422 430828 50.0
Benzene, 1l-ethy... 14.672 32.2 ug/l 277362 4 13.422 430828 50.0
Undecane, 2,6-d... 14.727 27.8 ug/l 239091 4 13.422 430828 50.0
Benzene, (3-met... 15.050 18.3 ug/l 157684 4 13.422 430828 50.0
Oxalic acid, 2-... 15.208 32.2 ug/l 277252 4 13.422 430828 50.0
unknown15.555 15.544 15.1 ug/l 130346 4 13.422 430828 50.0
Dodecane, 2,6,1... 16.153 26.6 ug/l 228849 4 13.422 430828 50.0
unknownl6.470 16.470 15.9 ug/l 137175 4 13.422 430828 50.0
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