LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y022122S.M

Title : SW846 8260

Signal : TIC: VY@07578.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.948 341 349 358 rBV 7584 18252 2.70% 0.133%
2 7.722 958 968 973 rBV2 53601 129049 19.12% 0.939%
3 7.789 973 979 991 rVB 85261 194217 28.78% 1.413%
4 8.142 1028 1037 1046 rBV2 44145 103049 15.27% 0.750%
5 8.691 1119 1127 1137 rBV 128275 249005 36.90% 1.812%
6 9.179 1194 1207 1214 rBvV3 13982 40023 5.93% 0.291%
7 9.606 1273 1277 1283 rBVS8 4837 9872 1.46% 0.072%
8 9.819 1310 1312 1318 rVB5 8886 12091 1.79% ©.088%
9 9.953 1332 1334 1338 rVB5 5943 7701 1.14% 0.056%
10 10.179 1364 1371 1381 rBV 221461 383710 56.86% 2.792%
11 10.368 1396 1402 1407 rVB5 20993 39796 5.90% 0.290%
12 10.520 1423 1427 1433 rVB8 9413 17491 2.59% 0.127%
13 10.618 1439 1443 1448 rVB2 9663 15897 2.36% 0.116%
14 10.715 1455 1459 1464 rVB7 5921 10551 1.56% 0.077%
15 10.800 1469 1473 1479 rVB5 9600 17212  2.55% 0.125%
16 10.965 1496 1500 1503 rBV6 6172 10614 1.57% 0.077%
17 11.002 1503 1506 1508 rVVv4 7044 10651 1.58% 0.078%
18 11.038 1508 1512 1515 rVV 16733 26147 3.87% 0.190%
19 11.087 1515 1520 1526 rVvVv2 22647 47899 7.10% 0.349%
20 11.136 1526 1528 1533 rVVe6 6810 10158 1.51% 0.074%
21 11.203 1535 1539 1544 rVV6 10599 17807 2.64% 0.130%
22 11.282 1546 1552 1562 rVB7 27811 70674 10.47% 0.514%
23 11.380 1564 1568 1573 rVV 21881 31376 4.65% 0.228%
24 11.489 1580 1586 1597 rVB 210230 347765 51.53% 2.531%
25 11.587 1599 1602 1605 rBV4 6400 9197 1.36% 0.067%
26 11.623 1605 1608 1611 rVV5 9235 11551 1.71% ©0.084%
27 11.672 1612 1616 1618 rVV4 14736 24706 3.66% 0.180%
28 11.709 1618 1622 1630 rVW4 66625 126863 18.80% 0.923%
29 11.776 1630 1633 1638 rVB4 16122 26180 3.88% 0.191%
30 11.849 1640 1645 1646 rBV5 4957 8451 1.25% 0.062%
31 12.026 1664 1674 1678 rBVv4 39843 114694 17.00%  0.835%
32 12.117 1686 1689 1694 rVB3 24071 32370 4.80% 0.236%
33 12.203 1699 1703 1706 rBV5 19101 33977 5.03% 0.247%
34 12.245 1706 1710 1714 rVB4 18856 33741 5.00% 0.246%
35 12.410 1735 1737 1740 rBV3 14839 19719 2.92% 0.144%

36 12.483 1744 1749 1753 rVWW 174154 266060 39.43%  1.936%

82Y022122S.M Thu Feb 24 11:44:07 2022 Page: 1



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y022122S.M
Title : SW846 8260
37 12.526 1753 1756 1759 rVB4 20336 24096 3.57% 0.175%
38 12.642 1772 1775 1782 rVB9 28268 60063 8.90% 0.437%
39 12.733 1783 1790 1793 rBV5 27857 56451 8.37% 0.411%
40 12.800 1796 1801 1807 rVV2 163859 287412 42.59% 2.092%
41 12.861 1807 1811 1815 rVB5 19688 30545 4.53% 0.222%
42 12.965 1823 1828 1833 rBv2 19800 42258 6.26% 0.308%
43 13.038 1836 1840 1846 rVB 64892 96241 14.26% ©.700%
44 13.117 1846 1853 1858 rBV3 26780 58251 8.63% 0.424%
45 13.166 1858 1861 1865 rVB4 14801 17608 2.61% 0.128%
46 13.221 1867 1870 1872 rBV2 12632 16244 2.41% 0.118%
47 13.245 1872 1874 1878 rVB3 19470 23096 3.42% 0.168%
48 13.312 1878 1885 1889 rBV6 56703 118298 17.53% 0.861%
49 13.361 1889 1893 1896 rVv3 38501 53583 7.94% 0.390%
50 13.422 1896 1903 1912 rVV3 240395 458084 67.88% 3.334%
51 13.501 1912 1916 1920 rVB 43372 52115 7.72% 0.379%
52 13.623 1932 1936 1939 rVB 33851 40750 6.04% 0.297%
53 13.660 1939 1942 1951 rVB2 68248 112025 16.60% 0.815%
54 13.751 1951 1957 1961 rBV2 309678 477561 70.77%  3.475%
55 13.794 1961 1964 1967 rBV3 22888 33225 4.92% 0.242%
56 13.910 1980 1983 1988 rVB3 59696 84440 12.51% 0.615%
57 13.971 1989 1993 1997 rVB 79789 111239 16.48% 0.810%
58 14.013 1997 2000 2005 rVB5 58379 86254 12.78% 0.628%
59 14.9074 2005 2010 2015 rBv3 118270 193795 28.72% 1.410%
60 14.135 2015 2020 2027 rBV6 54775 128243 19.00% 0.933%
61 14.202 2027 2031 2032 rBV3 35990 48400 7.17% ©0.352%
62 14.257 2033 2040 2046 rBV6 136514 332365 49.25% 2.419%
63 14.312 2046 2049 2051 rBV 39477 50815 7.53% 0.370%
64 14.379 2056 2060 2063 rBvV2 134132 175216 25.96% 1.275%
65 14.422 2063 2067 2070 rVB2 115849 157064 23.27% 1.143%
66 14.477 2073 2076 2079 rBV5 34307 41292 6.12% 0.301%
67 14.519 2080 2083 2086 rVB2 38375 51036 7.56% 0.371%
68 14.562 2087 2090 2093 rBV2 32943 51005 7.56% 0.371%
69 14.611 2093 2098 2103 rVB 382402 522922 77.49% 3.806%
70 14.678 2103 2109 2114 rBv4 253461 559883 82.97% 4.075%
71 14.727 2114 2117 2124 rVB3 259437 427730 63.38% 3.113%
72 14.836 2131 2135 2140 rVB3 95298 149943 22.22% 1.091%
73 14.940 2148 2152 2156 rBV3 125368 196534 29.12% 1.430%
74 15.050 2164 2170 2175 rBV5 163134 386150 57.22%  2.810%
75 15.135 2180 2184 2190 rVB5 137251 272942 40.45%  1.986%

76 15.208 2191 2196 2201 rBV2 250271 455129 67.44% 3.312%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY007578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 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\82Y022122S.M

Title : SW846 8260

77 15.287 2206 2209 2214 rVV 132852 196081 29.06% 1.427%
78 15.342 2214 2218 2229 rVV7 128028 460521 68.24%  3.351%
79 15.434 2229 2233 2241 rVB2 416975 674822 100.00%  4.911%
80 15.525 2241 2248 2255 rBV5 154725 464374 68.81% 3.380%
81 15.604 2256 2261 2266 rVB5 123587 218821 32.43% 1.592%
82 15.726 2277 2281 2287 rVB2 229051 400653 59.37%  2.916%
83 15.879 2301 2306 2318 rVB5 132691 357484 52.97%  2.602%
84 16.031 2324 2331 2336 rBV4 269350 588107 87.15% 4.280%
85 16.153 2347 2351 2355 rBV2 85440 142613 21.13% 1.038%
86 16.226 2357 2363 2369 rVV3 301497 658991 97.65% 4.796%
87 16.287 2370 2373 2378 rVV3 99857 174090 25.80% 1.267%
88 16.354 2381 2384 2394 rVB3 115111 212445 31.48%  1.546%
89 16.476 2399 2404 2405 rBV3 84595 122977 18.22%  ©.895%

Sum of corrected areas: 13740798
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VY007578.D\data.ms
500000
400000
300000
200000
100000
o 3.948
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
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: VY007578.D\data.ms
500000
400000
300000
10.179 11.489
200000
8.691
100000 7.789
7)<7i¥ 8.142
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY007578.D\data.ms
15.434
500000 14.611
16.226
15.796 16.031
400000 14727 15.208 '
13.751 14.
15.050 15.879
300000 13.422 14.94Q; ,33% Sy
14.257 483» |61,‘§-'4
12.483 423%95 6476
200000 12.800
140741 A
[
100000 13038 13, ééhG” '79ﬂﬂld " ‘I“‘
23 "' o% a:z«: & !5 & l
849 iﬁﬁﬁ AVA ‘ i
O T ‘ T T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T
Time--> 12 oo 12 50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

82Y022122S.M Thu Feb 24 11:44:08 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Undecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.751  52.13 ug/1 477561  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 93
2 Tridecane 184 C13H28 000629-50-5 80
3 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 68
4 Tetradecane 198 C14H30 000629-59-4 64
5 Nonadecane 268 C19H40 000629-92-5 59

Abundance Scan 1957 (13.751 min): VY007578.D\data.ms (-1951) (- m/z 57.10 100.00%
57.1

s

5000 85.2
138.2 1a'E0 1400
112.2 ‘ 65.0188.3 13.50 14.00
0 el 46501883 n/z 43,10 89.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33080: Undecane
57.0
5000 R —
85.0 13.50 14.00
29.0 m/z 41.05 84.30%
Lm0 o
0\\\‘\‘\\\‘}\\h“\‘\‘}\“!‘\\\H‘\\”\‘\‘\\\‘\\\1‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane
57.0
— —
13.50 14.00
5000 m/z 71.05 57.19%
20.0 85.0
M H | 112.0 141.0 184.0
0 bt e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14541: Heptane, 2,6-dimethyl- = —
43.0 13.50 14.00
m/z 85.20 42.42%
5000
71.0
H ‘ 113.0
om_m‘i:m‘!“Huw:‘mw“wm_m_m_m_m s 5
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\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Dodecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

14.611 57.08 ug/l 522922 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 96
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 64
3 Undecane 156 C11H24 001120-21-4 64
4 Tetradecane 198 C14H30 000629-59-4 58
5 Hexadecane 226 C16H34 000544-76-3 58

Abundance Scan 2098 (14.611 min): VY007578.D\data.ms (-2093) (- m/z 57.10 100.00%
57.1

5000
119.1
—— —
‘ ‘ 170.2 14.50 15.00
ol B L | 2089 m/z 43.10 91.16%
miz--> 50 100 150 200 250
Abundance #45480: Dodecane
57.0
5000 el e
14.50 15.00
m/z 41.10 77.68%
98.0 170.0
0 \2\6\\0‘\‘ “H‘\ ‘!‘ \“‘\H‘ \H\“\ (I — 1 L B B B B B
miz--> 50 100 150 200 250
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
—— —
14.50 15.00
5000 ITI/Z 71.10 64.56%
97.0
0 ‘2‘64‘0\“\ - H‘\ “H ‘%‘3‘9"0 . :!'8‘2'0 ‘22‘4"0‘ — ‘2‘97‘"
miz--> 50 100 150 200 250
Abundance #33079: Undecane T —
57.0 14.50 15.00
m/z 85.10 40.40%
5000
98.0 156.0
miz--> 50 100 150 200 250 14.50 15.00
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@22222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21

Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1
Quant Method
Quant Title : SW846 8260

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.M

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 Benzene, 1-methyl-4-(2-prop...

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.678 61.11 ug/l 559883 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(2-propenyl)- 132 C1@H12 003333-13-9 89
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 87
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 70
4 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000767-99-7 64
5 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1eH12 002039-90-9 50

Abundance Scan 2109 (14.678 min): VY007578.D\data.ms (-2103) (-

m/z 117.10 100.00%

117.1
5000
411 9L. ol SN
‘ Fs.o 14.50 15.00
(Re—— M by p‘l“‘:‘w“\“‘u Al 18222071 47 119.15  79.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0
5000 L SRNA
91.0 14.50 15.00
510 m/z 115.05 37.36%
270
0 \\\‘\h T \““\\“U\“MHW\““ T \H\“h‘\\!"\‘“‘\‘\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16106: 3-Phenylbut-1-ene
117.0
e e
14.50 15.00
5000 ITI/Z 97.15 37.06%
91.0
39.0 g5 ‘ ‘
0 H\‘ﬂ\AM”MwM\JM\M\NM\W\”M’\H\’H\\M\\w\\H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16168: Benzene, 1-methyl-2-(2-propenyl)- —— —
117.0 14.50 15.00
m/z 132.20 31.96%
5000
91.0
39.0 65.0
0 ;§9ﬂ‘NMHm‘ﬂkﬂmwﬂlWM“M‘NM,“H,‘H“‘H“H“ S —
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\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Undecane, 2,6-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.727 46.69 ug/l 427730  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 92
2 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 90
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 43
4 Heneicosane 296 C21H44 000629-94-7 43
5 Octacosane 394 C28H58 000630-02-4 43

Abundance Scan 2117 (14.727 min): VY007578.D\data.ms (-2114) (- m/z 57.10 100.00%
57.1

5000
119.1
e ~
.t 141 166.3 14.50 15.00
0 LA L2072 s 431 63.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl-
57.0
5000 o e
14.50 15.00
29.0 m/z 41.10  56.63%
H 98.0
O\\\\‘\}\\‘i‘i\\‘”“\\Hi\‘}‘\\\“‘\\U\‘\\]\-\4.‘]-\.\()\\%\6\9\.\0‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
—— —
14.50 15.00
5000 m/z 71.10  48.28%
29.0 112.0
O S0 18101690
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22081: Nonane, 3-methyl- o —
57.0 14.50 15.00
m/z 119.10 37.12%
5000
29.0
0 “ Ll [ 8?'0 11\2.0 142.0
e et e e A e e R 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\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Dodecane, 4,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.208 49.68 ug/l 455129  1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 92
2 Decane, 2-methyl- 156 C11H24 006975-98-0 70
3 Octane, 2,6-dimethyl- 142 C1leH22 002051-30-1 62
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 60
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 58

Abundance Scan 2196 (15.208 min): VY007578.D\data.ms (-2191) (- m/z 57.10 100.00%
57.1

o W
85.2
119.1 145.2 T T T
LA L]
Ol il L b Dl Ly 182220690 43 19 g9, 10%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74024: Dodecane, 4,6-dimethyl-
57.0
5000 - —
15.00 15.50
85.0 o
m/z 71.10 82.02%
230 ‘ 113.0 155.0 !
0\\\‘\‘\‘\\“‘\\\H“\\“1\“!\!\“\\H\‘\H\\\‘\\\!.‘\!\178‘\3.\()\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33088: Decane, 2-methyl-
43.0
— —
15.00 15.50
5000 71.0 m/z 41.10 71.38%
| ‘\ 11830 a4
BN O Y WS i AN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl- — —
57.0 15.00 15.50
m/z 55.10 31.23%
o W
29.0
| ‘ gso 1130
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 unknownl5.342 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.342  50.27 ug/1 460521 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4-Phenyl-3-butenoic acid 162 C10H1e02 001914-58-5 35
2 1,2,4-Metheno-1H-cyclobuta[b]cyc... 160 C11H120 078323-74-7 30
3 3-Buten-1-o0l, 4-phenyl- 148 C10H120 000937-58-6 25
4 trans-1-Phenyl-1-pentene 146 C11H14 016002-93-0 18
5 (2S,3S5,4S,55)-5-Azido-3-methyl-2... 247 C13H17N302 1000483-75-8 14

Abundance Scan 2218 (15.342 min): VY007578.D\data.ms (-2214) (- m/z 105.10 100.00%

106.1
133.2
5000
77.0 162.2 z e
39.1 “ ‘ | 15.00 15.50
0 w“w“w‘pHMLMWWWWmeﬂm 1943 n/z 106.10  77.13%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #37592: trans-4-Phenyl-3-butenoic acid
117.0
5000 LA AFAT
162.0 15.00 15.50
91.0 m/z 133.15  69.98%
O \‘\J\-\4\.0‘\\\3\9“\0\‘\\ﬁ?\o\\‘\\“\\’\\\“}\\\\‘1\\\“\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #36208: 1,2,4-Metheno-1H-cyclobuta[b]cyclopenta[d]fura
91.0 117.0 145.0
— —f—
15.00 15.50
43.0 9
5000 m/z 117.1@  59.65%
65 0 ‘
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #26220: 3-Buten-1-ol, 4-phenyl- o —
117.0 15.00 15.50
m/z 91.10 45.05%
5000
91.0 148.0
il
0 w“u‘“HM‘ﬂ‘,JHA‘H“NM"_“w“‘w“u“‘u“ - —
m/z--> 0 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\

Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Tridecane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
15.434  73.66 ug/l 674822 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 97
2 Hexadecane 226 C1l6H34 000544-76-3 80
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 80
4 Tetradecane 198 C14H30 000629-59-4 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 2233 (15.434 min): VY007578.D\data.ms (-2229) (-
57.1

m/z 57.10 100.00%

o T JVMMM
119.1 ‘ \d
184.2 15,5
o‘wHH‘Ju‘uJ”w‘!ﬂw”“‘lu‘_wmEﬁf‘phmWHWWW m/z 43.10  95.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane
57.0
5000 85.0 1
15.50
29.0 m/z 41.10 78.35%
“‘ H “ ‘11301410 184.0
O\\\‘\\\\‘}\\‘\‘\\\\‘\\\\‘\\\\‘\H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107217: Hexadecane
57.0
—r
15.50
5000 ITI/Z 71.10 64 .86%
85.0
29.0
o |||, 113014101600 2260
el el e e R e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester e
57.0 15.50
m/z 85.10 47.76%
- [ \JN\J\JV\’J\
29.0
ol L L, ““ ‘ 12501540 196.0224.0  269.(
. —r—
m/z--> 20 40 60 80 100120140160180200220240260 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\

Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Benzene, (1-methyl-1-butenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.525 5.6 ug/l 464374  1,4-Dichlorobenzene-d4  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 94

2 Benzene, 1-methyl-4-(1-methyl-2-... 146 C11H14
3 1H-Indene, 2,3-dihydro-1,2-dimet... 146 C11H14
4 Benzene, 1-methyl-3-(1-methyl-2-... 146 C11H14
5 Benzene, (1,2-dimethyl-1- propenyl)- 146 C11H14

Abundance Scan 2248 (15.525 min): VY007578.D\data.ms (-2241) (-

097664-18-1 91
017057-82-8 91
052161-57-6 91
000769-57-3 91

m/z 131.05 100.00%

131.1
5000
41.1 105.1 P |
71.1 ‘ 1622 1941 15.50 )
0 i e - m/z 146.05  28.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25003: Benzene, (1-methyl-1-butenyl)-
131.0
91.0 ﬂ\
5000 RS /
15.50
m/z 115.05 19.80%
27.0
O\\\‘\\\\“‘\\“H\“m‘\\”}
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25060: Benzene, 1-methyl-4-(1-methyl-2-propenyl)-
131.0
T \
15.50
5000 m/z 129.20 15.89%
91.0
39.0 ‘
65.0
om_MH“"U‘“:MH,H‘:“\M‘H“‘ul‘u‘wmu_uwmw
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25026: 1H-Indene, 2,3-dihydro-1,2-dimethyl- —T— ‘
131.0 15.50
m/z 105.10 13.72%
5000
39.0 o0
0 630 ‘
bbb i e bl Y
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50

82Y022122S.M Thu Feb 24 11:44:14 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.031 64.19 ug/l 588107 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 62
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 60
3 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 58
4 2-Propenal, 3-(4-methylphenyl)- 146 C10OH100 001504-75-2 52
5 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 46

Abundance Scan 2331 (16.031 min): VY007578.D\data.ms (-2324) (- m/z 131.05 100.00%

131.1
5000
91.0
T I
39.1 65.0 1602 o, o 16.00
0 b 20 myz 118,10 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25041: Naphthalene, 1,2,3,4-tetrahydro-5-methyl-
131.0
5000 — :
16.00
m/z 146.05 49.66%
O' ‘\‘“!\“1“\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25050: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
U I
16.00
5000 ITI/Z 145.15 48.59%
39.0 91.0
15.0 63.0
0 _u‘m“m ‘““1“u“”wwm‘w‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25023: Benzene, 2-ethenyl-1,3,5-trimethyl- —— ‘
131.0 16.00
m/z 115.10 39.33%
5000 91.0
39.0
65.0
0150 \
i R Ea e Eamma o
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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 2
R.T. EstConc Area Relative to ISTD R.T.
16.226  71.93 ug/1 658991 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 004175-54-6 94
2 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 013065-07-1 91
3 1H-Indene, 2,3-dihydro-1,1,5-tri... 160 C12H16 040650-41-7 60
4 Naphthalene, 1,2,3,4-tetrahydro-... 160 C12H16 021564-91-0 58
5 Benzene, 4-(2-butenyl)-1,2-dimet... 160 C12H16 054340-86-2 55

Abundance Scan 2363 (16.226 min): VY007578.D\data.ms (-2357) (-~ m/z 118.05 100.00%
118.1

145.2
5000
91.1 SUAY N
39.1 63.1 ‘ 16.00 16.50
O b bt M Ml 17811972 s 945,05 83.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36296: Naphthalene, 1,2,3,4-tetrahydro-1,4-dimethyl-
118.0
145.0
5000 - =
16.00 16.50
91.0 o
m/z 160.20 62.09%
28.0 51.0
O' \\"‘\‘\\\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36284: Naphthalene, 1,2,3,4-tetrahydro-2,7-dimethyl-
118.0
— o
160.0 16.00 16.50
5000 m/z 117.18  50.17%
39.0 91.0
63.0
0! Y ——
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36253: 1H-Indene, 2,3-dihydro-1,1,5-trimethyl- — T —
145.0 16.00 16.50
m/z 115.10 40.18%
5000
15.0 39.0 770 1150
0\u‘w‘w‘?u"‘ww‘w‘w‘mw‘u‘”‘H‘H‘w‘u‘\“w‘!”u,”?‘wul‘uu‘uu‘uu L — L —
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY022222\
Data File : VY@07578.D

Acqg On : 22 Feb 2022 13:21
Operator : SY/MD

Sample : N1600-04

Misc : 4.58g/5.0mL/MSVOA_Y/SOIL

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y022122S.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|
Undecane 13.751 52.1 wug/l 477561 4 13.422 458084 50.0
Dodecane 14.611 57.1 wug/l 522922 4 13.422 458084 50.0
Benzene, 1-meth... 14.678 61.1 wug/l 559883 4 13.422 458084 50.0
Undecane, 2,6-d... 14.727 46.7 ug/l 427730 4 13.422 458084 50.0
Dodecane, 4,6-d... 15.208 49.7 ug/l 455129 4 13.422 458084 50.0
unknown15.342 15.342 50.3 ug/l 460521 4 13.422 458084 50.0
Tridecane 15.434 73.7 wug/l 674822 4 13.422 458084 50.0
Benzene, (1-met... 15.525 50.7 ug/l 464374 4 13.422 458084 50.0
Naphthalene, 1,... 16.031 64.2 ug/l 588107 4 13.422 458084 50.0
Naphthalene, 1,... 16.226 71.9 ug/l 658991 4 13.422 458084 50.0
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