LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y083121S.M

Title : SW846 8260

Signal : TIC: VY@05929.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.961 21 23 26 rvB2 1081 1023 1.71% 0.226%
2 2.113 46 48 53 rVB2 784 1141 1.91% 0.252%
3 2.174 56 58 62 rVv3 638 753 1.26% ©0.166%
4  2.266 70 73 74 rVB2 722 638 1.07% 0.141%
5 2.29 74 78 80 rBv4 859 1062 1.78% 0.234%
6 2.375 88 91 92 rBV2 843 877 1.47% 0.193%
7 2.564 119 122 124 rBV3 891 666 1.11% 0.147%
8 4.113 373 376 382 rVB4 447 964 1.61% 0.213%
9 4.722 469 476 479 rBv3 759 1352 2.26% 0.298%
10 6.984 841 847 849 rBV3 1380 2425 4.06% ©.535%
11  7.728 960 969 974 rBV2 7078 16233 27.18% 3.581%
12 7.795 974 980 988 rVB 13530 28079 47.01% 6.195%
13 8.143 1026 1037 1047 rVB2 9283 25933 43.41% 5.721%
14 8.691 1120 1127 1136 rVB 19751 39800 66.63% 8.780%
15 9.148 1199 1202 1204 rBV3 597 716 1.20% ©0.158%
16 9.179 1204 1207 1208 rBv2 1245 1453 2.43% 0.321%
17 9.465 1250 1254 1260 rVB5 744 1237 2.07% 0.273%
18 9.606 1273 1277 1278 rBV2 1143 953 1.60% 0.210%
19 9.758 1298 1302 1305 rBV3 863 1357 2.27% 0.299%
20 9.935 1326 1331 1335 rBV5S 809 1566 2.62% 0.345%
21 10.179 1365 1371 1380 rBV 33005 59735 100.00% 13.178%
22 10.356 1395 1400 1406 rVB7 1205 2792 4.67% 0.616%
23 10.520 1422 1427 1432 rVWV5 2871 4398 7.36% 0.970%
24 10.630 1440 1445 1448 rVB6 939 1733  2.90% ©0.382%
25 10.709 1455 1458 1459 rBV2 614 725 1.21% ©0.160%
26 10.801 1470 1473 1477 rVB5 1193 1661 2.78% 0.366%
27 10.904 1486 1490 1494 rBV5S 974 1664 2.79% 0.367%
28 11.008 1504 1507 1509 rVVv3 668 875 1.46% ©0.193%
29 11.038 1509 1512 1516 rVV4 2123 2942 4.93% 0.649%
30 11.093 1516 1521 1526 rVB2 4234 7343 12.29% 1.620%
31 11.148 1526 1530 1534 rBV5 780 1063 1.78% 0.235%
32 11.203 1534 1539 1543 rVB5 2018 2811 4.71% 0.620%
33 11.313 1551 1557 1562 rBV5 1612 4221 7.07% 0.931%
34 11.380 1565 1568 1569 rBV3 748 733 1.23% 0.162%
35 11.489 1580 1586 1597 rVB 28066 47327 79.23% 10.441%
36 11.630 1604 1609 1611 rBV4 1110 1203 2.01% 0.265%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y083121S.M
Title : SW846 8260
37 11.685 1613 1618 1621 rBV6 738 1341 2.24% 0.296%
38 11.739 1623 1627 1631 rBV5 1519 2903 4.86% 0.640%
39 11.928 1656 1658 1664 rVB4 737 1004 1.68% 0.221%
40 12.008 1664 1671 1675 rBV6 2879 5814 9.73% 1.283%
41 12.099 1680 1686 1687 rBv4 568 974 1.63% 0.215%
42 12.117 1687 1689 1694 rVB5 1123 1730 2.90% 0.382%
43 12.166 1694 1697 1698 rBV2 821 632 1.06% 0.139%
44 12.203 1698 1703 1705 rVVv4 2199 3531 5.91% 0.779%
45 12.245 1708 171 1715 rVB4 1907 2548 4.27% 0.562%
46 12.337 1720 1725 1727 rVB3 856 1250 2.09% 0.276%
47 12.367 1727 1730 1736 rVB7 887 1475  2.47% 0.325%
48 12.483 1743 1749 1759 rBv4 24328 41989 70.29%  9.263%
49 12.550 1759 1760 1767 rBV6 897 1542 2.58% 0.340%
50 12.648 1771 1776 1784 rVB7 3502 6071 10.16% 1.339%
51 12.715 1784 1787 1788 rBvV2 1115 1018 1.70% 0.225%
52 12.800 1796 1801 1803 rBvV3 2271 4411 7.38% 0.973%
53 12.953 1822 1826 1829 rVB4 1134 1506 2.52% 0.332%
54 12.983 1829 1831 1832 rBV2 745 631 1.06% ©0.139%
55 13.038 1836 1840 1848 rVB7 2491 4606 7.71% 1.016%
56 13.172 1858 1862 1865 rBV5 1807 2546  4.26% ©.562%
57 13.239 1868 1873 1874 rVV5 896 1427 2.39% 0.315%
58 13.257 1874 1876 1879 rVB4 1012 1114 1.86% 0.246%
59 13.312 1883 1885 1890 rVB6 1089 1652 2.77% 0.364%
60 13.428 1897 1904 1910 rBV 21211 35514 59.45% 7.835%
61 13.544 1918 1923 1924 rBV4 917 1334 2.23% 0.294%
62 13.568 1925 1927 1930 rVVv4 1134 1284 2.15% 0.283%
63 13.605 1932 1933 1938 rBV5 855 912 1.53% 0.201%
64 13.690 1945 1947 1948 rBV 791 627 1.05% ©0.138%
65 13.751 1953 1957 1961 rVVé6 2904 4629 7.75% 1.021%
66 13.794 1962 1964 1967 rVB3 895 905 1.52% 0.200%
67 13.849 1969 1973 1976 rBV5 1122 1781  2.98% ©.393%
68 13.916 1981 1984 1987 rBV5 1125 1866 3.12% ©0.412%
69 13.971 1990 1993 1997 rVB5 2494 2960 4.96% 0.653%
70 14.068 2006 2009 2015 rBVS8 1879 2852 4.77% ©.629%
71 14.141 2019 2021 2022 rBV2 1248 1195 2.00% 0.264%
72 14.160 2022 2024 2027 rVB4 1256 1151 1.93% 0.254%
73 14.263 2035 2041 2045 rBV9 2334 4909 8.22% 1.083%
74 14.367 2056 2058 2061 rVB3 802 857 1.43% 0.189%
75 14.428 2064 2068 2071 rBV5 2405 4417 7.39% 0.974%
76 14.550 2085 2088 2090 rBV4 902 1202 2.01% 0.265%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12 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\82Y083121S.M
Title : SW846 8260
77 14.623 2097 2100 2102 rBvV4 999 1449  2.43% 0.320%
78 14.678 2106 2109 2110 rBV3 1046 1377 2.31% 0.304%
79 14.733 2115 2118 2125 rVB7 3173 5002 8.37% 1.104%
80 14.800 2125 2129 2133 rBVe6 1601 2564 4.29% 0.566%
81 14.836 2133 2135 2138 rBvV4 1172 1621 2.71% ©.358%
82 14.867 2138 2140 2143 rBvV4 1127 1381 2.31% 0.305%
83 15.044 2167 2169 2170 rBV2 1311 1169 1.96% 0.258%
84 15.111 2178 2180 2186 rVB5 1876 2175 3.64% 0.480%
85 15.184 2190 2192 2193 rBV2 828 708 1.19% 0.156%
86 15.202 2193 2195 2196 rBV2 1554 1170 1.96% 0.258%
87 15.269 2203 2206 2209 rBVS5 737 1168 1.96% ©0.258%
88 15.355 2218 2220 2225 rBB5 1158 1351 2.26% ©.298%
89 15.598 2258 2260 2261 rBV2 1202 866 1.45% 0.191%
90 15.879 2303 2306 2307 rBV3 855 853 1.43% 0.188%
91 16.202 2357 2359 2360 rBV2 1009 866 1.45% ©.191%
Sum of corrected areas: 453284
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090121\

: VY005929.D

: 01 Sep 2021 14:40

: SY/MD

: M3626-01

: 5.06G/5ML/MSVOA_Y/SOIL
12

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
: SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VY005929.D\data.ms

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

TIC: VY005929.D\data.ms

10.179

11.489

8.691

0
Time-->
Abundance

30000

25000

20000

15000

10000

5000

Time-->

82Y083121S.M

o e T T ——
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
TIC: VY005929.D\data.ms
12.483
13.428
208 1375033 % 14733 {. 203 5515.98 879,162
%) b 0
12.0082 Q35 8913 .2 156 “ B4 ATMOT u 3 '\4 Vl“‘ ‘w T'A
1192 "“'ﬁ.ﬂk'o’fi:‘ -c 7 a e “ih oA Aﬁ"
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.093 7.76 ug/l 7343  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 64
2 Oxazole, trimethyl- 111 C6HSNO 020662-84-4 52
3 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 50
4 2-Fluoro-4-methylpyridine 111 C6H6FN 401815-98-3 47
5 2-Fluoro-3-methylpyridine 111 C6H6FN 017282-04-1 47

Abundance Scan 1521 (11.093 min): VY005929.D\data.ms (-1516) (- m/z 111.00 100.00%
111.0
69.1
5000
3911 A A[\A ‘
i -
o b bl wz e9.10  61.82%
miz--> 50 100 150 200 250
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0 /\
5000 ‘AN‘ m A
11.00
270 m/z 55.10 40.97%
O T T H\ M h! T ‘ }‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #6892: Oxazole, trimethyl-
111.0 ﬂ m(\ h
Al il
43.0 11.00 )
5000 m/z 40.95 31.99%

oLﬂ-o -
miz--> 50 100 150 200 250 ﬂﬂ M (M M\ n m
Abundance #6829: 4-Amino-6-hydroxypyrimidine h‘ n M
111.0 11.00
m/z 56.10 31.99%

5000

LT L

m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Cyclohexane, 1l-ethyl-4-meth... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.008 6.14 ug/l 5814  Chlorobenzene-d5 11.496
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 59
2 Cyclohexane, 1-ethyl-2-methyl- 126 C9H18 003728-54-9 59
3 3-Heptene, 3-ethyl- 126 C9H18 074764-46-8 53
4 cis-1-Ethyl-3-methyl-cyclohexane 126 C9H18 019489-10-2 53
5 1-Ethyl-3-methylcyclohexane (c,t) 126 C9H18 003728-55-0 53
Abundance Scan 1671 (12.008 min): VY005929.D\data.ms (-1664) (- m/z 97.10 100.00%
97.1
55.1
5000 M ﬂ
1251 o 13l
1
oHWH‘,1HwHLW‘H‘_m_MW_WHW‘M m/z 55.10  77.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13283: Cyclohexane, 1-ethyl-4-methyl-, cis-
55.0 97.0
5000 M T ‘M ﬂ
12.00
57.20 47.83%
9.0 ‘ 126.0 m/z
O\\\‘\H\\ \\‘\H!“\““\\H“‘\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl- A
97.0 h rf\ m
55.0
Al LTy
12.00
5000 m/z 41.10 46.43%
290 | ‘ ‘ 126.0
obrr b W
miz--> 20 40 60 80 100 120 140 160 180 200 m M
Abundance #13188: 3-Heptene, 3-ethyl- HlLHL I
55.0 12.00
m/z 39.00 30.96%
5000
97.0
zol b4 \Mﬂ L)
o+t e e e e : = M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M

Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 unknownl2.648

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
12.648 8.55 ug/l 6071 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 cis-1,3-Bis(aminomethyl)cyclohexane 142 C8H18N2

2 Cyclohexane, 1,1,2,3-tetramethyl- 140 C1eH20

3 Benzene, (1-cyclopenten-1-ylsulf... 208 C11H1202S
4 Cyclobutane, 1-butyl-2-ethyl- 140 C1eH20

5 2H-Cyclopentacycloocten-2-one, d... 180 C12H200

Abundance Scan 1776 (12.648 min): VY005929.D\data.ms (-1771) (-

125.0
5000
96.0 208.2
o L SRR BRRSaE .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22925: cis-1,3-Bis(aminomethyl)cyclohexane
30.0
113.0
5000
67.0
O ‘\\\\“‘\\\‘m’\h\\“”\\\”‘\1!\‘\\;ﬁz\.\o\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
5000
125.0
“970 |
0! POV A N S ——

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

Abundance #84435: Benzene, (1-cyclopenten-1-ylsulfonyl)-
83.0 125.0

55.0
5000
208.0

27.0
Il |

010340-00-8 43
006783-92-2 38
064740-90-5 35
1010150-67-3 22
055103-65-6 22

m/z 125.00 100.00%

1IN

e e
12.50 13.00
m/z 41.05 72.89%

/”\

ey
12.50 13.00
m/z 69.05 69.39%

AL N

12.50 13.00
m/z 70.20 58.60%

12.50 13.00
m/z 55.10 47.81%

M o | ‘W ‘ L., 161.0 !

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

o

82Y083121S.M Fri Sep 03 16:48:50 2021

Yy el

12. 50 13.00

Page:

7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 unknownl2.800 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.800 6.21 ug/l 4411  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 35
2 2-(3-Hydroxy-propyl)-cyclohexanol 158 C9H1802 1000193-47-1 22
3 Cyclohexanecarbonitrile, 1-hydroxy- 125 C7H11NO 000931-97-5 22
4 7-Hexadecyn-1-ol 238 C16H300 000822-21-9 14
5 1-Octadecyne 250 C18H34 000629-89-0 14
Abundance Scan 1801 (12.800 min): VY005929.D\data.ms (-1796) (-~ m/z 97.10 100.00%
97.1
41.0
190.9
280.¢
5000 (\ ﬂﬂ M m
| LA LT
‘ ‘ ‘ 12.50 13.00
ob— i m/z 40.95  79.02%
miz--> 50 100 150 200 250
Abundance #176205: Oleic Acid
41.0
5000 W : /V\ —
83.0 12.50 13.00
m/z 55.10 76.34%
LU 250 100 200 80
Ot \“ “\‘\“ ‘\‘Hi‘ “\“\“Mr by L B B B B \‘\ T
miz--> 50 100 150 200 250
Abundance #35410: 2-(3-Hydroxy-propyl)-cyclohexano!
97.0 % ﬂ
55.0 HIL S
12.50 13.00
5000 m/z 56.00 76.34%
140.0
0! i““‘“‘“\““\ ‘ ‘\ —
miz--> 50 100 150 200 250 mm AM ‘
Abundance #12406: Cyclohexanecarbonitrile, 1-hydroxy- —— i,
56.0 12.50 13.00
m/z 44.00 67.41%
96.0
5000
2%0 L
o e — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 unknownl13.038 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.038 6.48 ug/l 4606 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 47
2 1-Hexene, 4,5-dimethyl- 112 C8H16 016106-59-5 35
3 1,6-Octadiene, 3-ethoxy-3,7-dime... 182 C12H220 072845-33-1 32
4 Octadecyl octyl ether 382 C26H540 1000406-38-7 25
5 Decane, 4-methyl- 156 C11H24 002847-72-5 25
Abundance Scan 1840 (13.038 min): VY005929.D\data.ms (-1836) (- m/z 43.10 100.00%
43.1 71.1
5000 “(J\ m ]J\
112.9 232.1 m ‘M : ﬂ - I\ (\M m
L] | e
Ol Al e e e e m/z 71,100 90.38%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #21617: Ethanone, 1-(2,2-dimethylcyclopentyl)-
43.0
W
5000 T \M\ T \n\ ﬂ\ A\ n‘
13.00
m/z 57.20 73.76%
oo a0
O \H’HHHH‘\“\‘ \H‘\\\H\“\H\“\‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #7576: 1-Hexene, 4,5-dimethyl- (\ J\ [\ K\A
43.0 W\
71.0
Lty
13.00
5000 m/z 54.95 71.14%
m/z--> 20 40 60 80 100120140160 180200220240 260 A
Abundance #56886: 1,6-Octadiene, 3-ethoxy-3,7-dimethyl- L ‘ ‘ﬂ
43.0 71.0 13.00
m/z 70.20 47.23%
5000
121.0
AT Y s A RN
m/z--> 20 40 60 80 100120140160 180200220240 260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 unknownl13.751 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

13.751 6.52 ug/l 4629 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexene, 1-methyl-4-(1-methy... 138 C10H18 001195-31-9 47
2 3,8,11-Trioxatetracyclo[4.4.1.0(... 154 C8H1003 050267-11-3 43
3 Cyclooctene, 1,2-dimethyl- 138 C10H18 054299-96-6 38
4 3-Hexyne, 2-methyl- 96 C7H12 036566-80-0 38
5 2,3-Hexadiene, 2-methyl- 96 C7H12 029212-09-7 35

Abundance Scan 1957 (13 751 min): VY005929.D\data.ms (-1953) (- m/z 81.10 100.00%
11 138.1

259.¢
5000 109.
2070 LA
LI T
H 13.50 14.00
0 A bk m/z 138,05 85.65%

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

Abundance #19544: Cyclohexene, 1-methyl-4-(1-methylethyl)-, (R)-
93.0

67.0
5000 — e
13.50 14.00

41.0 138.0 m/z 69.20 75.53%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #31923: 3,8,11-Trioxatetracyclo[4.4.1.0(2,4).0(7,9)]undec /\N\%
‘M\ il
29.0 13 50 14.00
154.0
111.0
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #19435: Cyclooctene, 1,2-dimethyl-
41.0 67.0 13.50 14.00
m/z 259.80 68.35%

81.0
95.0 138.0
5000

O“HH\‘HH\ H ‘ |

— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.50 14.00

o

| =
=
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl4.263 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14.263 6.91 ug/l 4909 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-fluorophenol, trifluoroacetate... 208 C8H4F402 1000376-43-3 16
2 4,4-Dimethyl-2-propenylcyclopent... 152 C10H160 068261-88-1 11
3 1-(3H-Imidazol-4-yl)-2,2-dimethy... 152 C8H12N20 061985-31-7 10
4 (+)-2-Bornanone 152 C10H160 000464-49-3 9

5 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 9

Abundance Scan 2041 (14.263 min): VY005929.D\data.ms (-2035) (- m/z 40.90 100.00%
409 831

280.¢

5000 207.9

i

152.0

— —
n IR
e Ll wz 8310 8s.3a%

0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #85657: 4-fluorophenol, trifluoroacetate ester
208.0
5000
28.0 180.0 14.00 14.50
' m/z 280.90 73.85%
i , 139.0 |
O ’H1\“\\‘\\‘“‘\\\‘\‘”\\\“\H‘\‘\\H“HH“HH“HH‘HH‘HH‘HH‘\H\‘H

m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #29249: 4,4-Dimethyl-2-propenylcyclopentanone

3

95.0
—r —
152.0 14.00 14.50
5000 67.0 m/z 95.10  69.61%
39.0
23.0
O,P
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29917: 1-(3H-Imidazol-4-yl)-2,2-dimethyl-propan-1-one 1
95.0 14.00 14.50
57.0 m/z 55.10  68.90%
5000 152.0
29.0
‘d | 124.0
O b vtk e bl e e P e
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY©90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M
Quant Title : SW846 8260

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 unknownl14.428 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.428 6.22 ug/l 4417  1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-(3-Chlorophenyl)maleimide 207 C1OH6CINO2 1000341-21-1 22
2 1H-Pyrrole-2,5-dione, 1-(4-chlor... 207 C10H6CINO2 001631-29-4 22
3 Karahanaenone 152 C10H160 1010427-29-1 12
4 1,2,5-Oxadiazol-3-amine, 4-(4-me... 207 C9HIN303 1000351-72-7 10
5 Silane, chlorodiethylheptyloxy- 236 C11H25C10Si 1010363-96-1 10
Abundance Scan 2068 (14.428 min): VY005929.D\data.ms (-2064) (- m/z 152.05 100.00%
15p.1
41.0 206.9
5000
109.1 A
261. o
4L L
omwW‘Hwww,uwm b bl m/z 206,95 70.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #83421: N-(3-Chlorophenyl)maleimide
207.0
54.0
5000 1
14.50
26 900 1370 Tzo m/z 41.60  68.32%
O’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #83432: 1H-Pyrrole-2,5-dione, 1-(4-chlorophenyl)-
207.0
26.0 54.0 —
14.50
5000 m/z 69.00 59.41%
137.0
90.0
‘ ‘ ‘ 72.0
omwwluNMMMmm_“me:‘H‘_u!u_W!H_WH_‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #29085: Karahanaenone 1 s
152.0 14.50
m/z 67.00 50.83%
95.0
5000 67.0
AETEIY
m/z--> 20 40 60 80 100120140160 180200220240260 14.50
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Data Path :

Data File : VY@05929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12  Sample Multiplier:

Quant Method

Quant Title : SW846 8260

TIC Library

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

1

Library Se

Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY090121\

arch Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.M

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 unknownl4.733

R.T. EstConc Area
14.733 7.04 ug/l 5002
Hit# of 5 Tentative ID

Conce

ntration Rank 3

Relative to ISTD R.T.

1,4-Dichlorobenzene-d4

13.428

1 Anthranilic acid, N-methyl-, but...
2 5-Fluoro-2-trifluoromethylbenzoi..

3 4-Fluoro-2-trifluoromethylbenzoi...
4 6-Fluoro-2-trifluoromethylbenzoi...
5 2-Chloro-8-methoxy-3-methylquino...

C12H17NO2

C28H44F402
C22H32F402
C21H30F402
C11H10C1INO

Abundance Scan 2118 (14.733 min): VY005929.D\data.ms (-2115) (-

015236-34-7 14
1000338-75-6 9
1000338-83-1 9
1000338-98-7 9
132118-31-1 9

m/z 190.90 100.00%

190.9
41.1 119.1
5000
281.1
A —
LI 1
ot e ey m/z 207.00  89.16%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #83792: Anthranilic acid, N-methyl-, butyl ester
207.0
105.0
5000 — —
14.50 15.00
h8.0 } ‘ m/z 119.05 60.64%
0 \‘\”l‘\uim\"\“\\I‘”\H\\\i\\1\’\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #335930: 5-Fluoro-2-trifluoromethylbenzoic acid, eicosyl «
191.0 A M W
gl V1 8
14.50 15.00
5000 ITI/Z 41.10 55.02%
l poms || =0
ol LB L T e
miz—> 0 50 100 150 200 250 300 350 400 450
Abundance #304675: 4-Fluoro-2-trifluoromethylbenzoic acid, tetradec P ——
191.0 14.50 15.00
m/z 85.00 46.18%
5000 83.0
Sl L
NG VY2 N WY S—— | -
m/z--> 0 50 100 150 200 250 300 350 400 450 14.50 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@90121\
Data File : VY005929.D

Acqg On : 01 Sep 2021 14:40
Operator : SY/MD

Sample : M3626-01

Misc : 5.06G/5ML/MSVOA_Y/SOIL

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y083121S.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|
Cyclohexane, 1,... 11.093 7.8 ug/l 7343 3 11.496 47327 50.0
Cyclohexane, 1-... 12.008 6.1 ug/l 5814 3 11.496 47327 50.0
unknown12.648 12.648 8.6 ug/l 6071 4 13.428 35514 50.0
unknownl12.800 12.800 6.2 ug/l 4411 4 13.428 35514 50.0
unknownl13.038 13.038 6.5 ug/l 4606 4 13.428 35514 50.0
unknownl13.751 13.751 6.5 ug/l 4629 4 13.428 35514 50.0
unknown14.263 14.263 6.9 ug/l 4909 4 13.428 35514 50.0
unknown14.428 14.428 6.2 ug/l 4417 4 13.428 35514 50.0
unknownl14.733 14.733 7.0 ug/l 5002 4 13.428 35514 50.0
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