LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.06mL/MSVOA_Y/SOIL

ALS Vvial : 17 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\82Y090922S.M

Title : SW846 8260

Signal : TIC: VY@1e537.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 7.71@6 956 966 972 rBV 126745 306080 3.17% 0.203%
2 7.783 972 978 987 rVB 244198 556498 5.77% 0.369%
3 8.136 1028 1036 1049 rVB 115601 257233  2.67% 0.170%
4 8.685 1117 1126 1135 rBV ~ 354705 693223 7.19% 0.459%
5 9.179 1193 1207 1213 rBV3 91808 272304 2.82% 0.180%
6 9.459 1243 1253 1260 rVB2 47073 107547 1.12% 0.071%
7 9.606 1270 1277 1285 rVB2 57521 111252 1.15% 0.074%
8 9.935 1324 1331 1337 rBvV4 51295 130988 1.36% 0.087%
9 10.179 1363 1371 1385 rBV 668403 1341586 13.91% 0.889%
10 10.343 1393 1398 1409 rVB3 98983 285986 2.97%  0.190%
11 10.477 1409 1420 1423 rBV 94198 199797 2.07% 0.132%
12 10.520 1423 1427 1434 rVB 281445 480036 4.98% 0.318%
13 10.618 1435 1443 1448 rBV3 141228 310331 3.22% 0.206%
14 10.709 1454 1458 1463 rVB 89040 135515 1.40% 0.090%
15 10.801 1468 1473 1479 rVB 326735 521258 5.40% 0.345%
16 10.904 1479 1490 1497 rBV 231427 558478 5.79% 0.370%
17 10.971 1497 1501 1504 rBV 186627 308906 3.20% 0.205%
18 11.032 1509 1511 1515 rVV 148887 200861 2.08% 0.133%
19 11.087 1515 1520 1526 rVV 1104248 1905641 19.76% 1.263%
20 11.142 1526 1529 1533 rW 209279 275700 2.86% 0.183%

21 11.197 1533 1538 1543 rVV3 326551 628718  6.52%
22 11.246 1543 1546 1548 rVV2 194427 279322 2.90%
23 11.294 1549 1554 1562 rVB2 903226 1751294 18.16%
24 11.380 1562 1568 1572 rBV 378935 679421  7.04%
25 11.489 1580 1586 1590 rBV 402081 738615 7.66%
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26 11.526 1590 1592 1596 rVB 126677 143125 1
27 11.569 1596 1599 1603 rBV3 59541 102786 1
28 11.624 1603 1608 1612 rBV 620431 892998  9.26%
29 11.678 1612 1617 1621 rBV3 592381 1123126 1
30 11.733 1621 1626 1631 rBV 1056748 2110047 1
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31 11.843 1638 1644 1647 rBV2 510333 1016483 10.54%
32 11.898 1647 1653 1655 rvv2 383087 776927  8.05%
33 11.934 1655 1659 1663 rVB2 655975 1017754 10.55%
34 12.002 1663 1670 1676 rBV5 3213463 7316183 75.85%
35 12.056 1676 1679 1682 rVV 585709 807352  8.37%
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36 12.087 1682 1684 1686 rVV 582202 711803  7.38%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.06mL/MSVOA_Y/SOIL

ALS Vvial : 17 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\82Y090922S.M
Title : SW846 8260
37 12.123 1686 1690 1694 rVB 3514768 4727852 49.02% 3.133%
38 12.203 1694 1703 1705 rBV4 3015951 6001752 62.22% 3.978%
39 12.233 1705 1708 1713 rVB3 4586562 7184035 74.48% 4.761%
40 12.373 1725 1731 1736 rBV6 1551896 2957914 30.67% 1.960%
41 12.416 1736 1738 1744 rVB2 1390572 1951237 20.23% 1.293%
42 12.483 1744 1749 1754 rBV4 1292448 2450240 25.40% 1.624%
43 12.575 1754 1764 1768 rBV5 1903301 6011064 62.32% 3.984%
44 12.642 1771 1775 1782 rVB2 5244455 9458841 98.07% 6.269%
45 12.727 1782 1789 1795 rBV5 2347101 6293512 65.25% 4.171%
46 12.806 1795 1802 1808 rBV6 3686961 9645351 100.00%  6.393%
47 12.861 1808 1811 1816 rVB 2015761 3110491 32.25% 2.062%
48 12.916 1816 1820 1821 rBV3 447564 599829 6.22% 0.398%
49 12.953 1821 1826 1829 rVB4 2029928 2727703 28.28% 1.808%
50 13.001 1829 1834 1837 rBV3 1557790 3220686 33.39% 2.135%
51 13.038 1837 1840 1847 rVB 4878438 7583823 78.63% 5.026%
52 13.105 1848 1851 1853 rBV 536291 680607 7.06% 0.451%
53 13.166 1857 1861 1867 rBV3 1724652 3005753 31.16% 1.992%
54 13.221 1867 1870 1873 rBV2 723761 924723 9.59% 0.613%
55 13.318 1878 1886 1890 rVVv4 3119928 7406251 76.79%  4.909%
56 13.355 1890 1892 1897 rVB5 1257894 1783096 18.49% 1.182%
57 13.568 1922 1927 1931 rVV3 1206662 2006226 20.80% 1.330%
58 13.605 1931 1933 1937 rVB3 500967 624179 6.47% 0.414%
59 13.690 1942 1947 1950 rBV6 465074 1019276 10.57% 0.676%
60 13.745 1951 1956 1961 rBV2 4480230 7686045 79.69% 5.094%
61 13.794 1961 1964 1969 rVB3 985013 1325060 13.74% 0.878%
62 13.855 1970 1974 1981 rBV5 815497 1824093 18.91% 1.209%
63 14.013 1998 2000 2005 rVB 953493 1128120 11.70% ©0.748%
64 14.074 2006 2010 2015 rBv4 473359 669967 6.95%  0.444%
65 14.141 2015 2021 2027 rVV5 938671 1892561 19.62% 1.254%
66 14.196 2027 2030 2034 rVB5 535487 636477 6.60% 0.422%
67 14.257 2034 2040 2047 rBV6 2413014 4886187 50.66%  3.238%
68 14.422 2063 2067 2071 rVB2 1591733 2341083 24.27% 1.552%
69 14.477 2072 2076 2083 rVB5 456192 819112 8.49% 0.543%
70 14.617 2096 2099 2105 rBVe 271244 526254 5.46% 0.349%
71 14.684 2105 2110 2113 rVV2 691006 1201527 12.46% 0.796%
72 14.727 2113 2117 2124 rVB2 1297243 2187384 22.68% 1.450%
73 14.849 2134 2137 2139 rBV 202452 264342 2.74% 0.175%
74 15.001 2159 2162 2166 rBV3 149434 225061 2.33% 0.149%
75 15.117 2179 2181 2183 rBV3 132388 148034 1.53% 0.098%

76 15.214 2192 2197 2202 rBV 697383 1068608 11.08% 0.708%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 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\82Y090922S.M
Title : SW846 8260

77 15.275 2203 2207 2212 rVB4 177216 323796  3.36% 0.215%
78 15.440 2231 2234 2241 rBVe 111387 269350 2.79% ©.179%
79 15.605 2257 2261 2268 rVB5 301302 596832 6.19% 0.396%
80 16.153 2347 2351 2359 rVB2 185572 332264 3.44% 0.220%

81 16.470 2400 2403 2409 rVB5 58928 99976 1.04% 0.066%

Sum of corrected areas: 150881748
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.M
Quant Title : SW846 8260

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

Abundance TIC: VY010537.D\data.ms

6000000

5000000

4000000

3000000

2000000

1000000

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: VY010537.D\data.ms

6000000
5000000
4000000
3000000

2000000

11.087 1173

1000000 10179 11.294 4
8.685 ' 0. 330189
. 711]@3 8.136 N 9.179 9.459.606 9.935 NO-W@%ﬁ%\ b 2
T T I T T T T I T T i T T \J‘/*’\\\ T T T T T T d T T T T T T T T T T T T

Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY010537.D\data.ms

6000000 13.745

5000000

4000000

14.257

3000000 I
13.568L33BE5 14.422

| in.awm14 14.27
17108000 1h.ofuros 44684
A1 617) 4 gag 15214

11}
5 89 .2 446-605

2000000

1000000 11.984
16.153  16.470

‘ 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\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 1 Cyclohexane, 1,1,3-trimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.087 129.00 ug/l 1905640 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 94
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 53
3 4-Amino-6-hydroxypyrimidine 111 C4H5N30 001193-22-2 50
4 Benzenamine, 3-fluoro- 111 C6H6FN 000372-19-0 50
5 p-Fluoroaniline 111 C6H6FN 000371-40-4 50

Abundance Scan 1520 (11.087 min): VY010537.D\data.ms (-1515) (- m/z 111.10 100.00%
111.1
69.1
5000
41.1
T \
I ‘ | ‘ 11.00
bttt 1690 2071 7 69.10  69.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69.0
5000 41.0 - :
11.00
‘ ‘ m/z 55.10 41.54%
0 \\\‘\H\\‘i“\\\“1“\“\‘\\‘}\\\‘\\‘\\’\‘\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
690 1110
T \
11.00
5000 m/z 41.10 31.26%
41.0
0 15-°Jh,,,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6829: 4-Amino-6-hydroxypyrimidine T ‘
111.0 11.00
m/z 56.10 21.60%
5000
68.0
41.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 Octane, 2,6-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.124 320.05 ug/l 4727850  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 91
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 87
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 80
4 Undecane, 6,6-dimethyl- 184 C13H28 017312-76-4 72
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 59
Abundance Scan 1690 (12.123 min): VY010537.D\data.ms (-1686) (- m/z 57.10 100.00%
57.1
113.1 — AL
85.1 142.2 12.00 12.50
bt e b 2552 1689 2070 s 71010 67.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22107: Octane, 2,6-dimethyl-
57.0
5000 s Ay
12.00 12.50
20.0 113.0 m/z 43.10 51.49%
85.0
N i A
0 \\\‘\\\\‘{\\““\\u\‘1\\\“\\!\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl-
57.0
— —
12.00 12.50
5000 m/z 41.10 36.53%
29.0 112.0
S N Y- T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22095: Octane, 3,6-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 33.86%
5000
29.0
113.0
0 ek 1420 W W
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04

Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.M
: 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 1H-Indene, octahydro-, cis- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.203 406.28 ug/l 6001750  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-, cis- 124 C9H1e6 004551-51-3 64
2 Pentalene, octahydro-2-methyl- 124 C9H16 003868-64-2 53
3 Bicyclo[3.3.1]nonane 124 C9H16 000280-65-9 50

4 7-Methyl-8-oxabicyclo[4.3.0]nonane 140 C9H160 1000216-87-6 49

5 Cyclohexane, methylene- 96 C7H12 001192-37-6 49
Abundance Scan 1703 (12.203 min): VY010537.D\data.ms (-1694) (- m/z 67.00 100.00%
67.0
411
5000 96.1
= —
124-11 - 12.00 12.50
0 Ll | 1422 188 . 119 92.41%
m/z--> 20 40 60 80 100 120 140 160
Abundance #12189: 1H-Indene, octahydro-, cis-
81.0
5000 AAS ——
41.0 12.00 12.50
124.0 m/z 57.10  92.11%
o150 630 || . 103.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #12214: Pentalene, octahydro-2-methyl-
81.0
1 4
12.00 12.50
5000 41.0 m/z 82.10 65.98%
124.0
ol 63 030 |
e R e T
m/z--> 20 40 60 80 100 120 140 160
Abundance #12149: Bicyclo[3.3.1]Jnonane =5 —
81.0 12.00 12.50
124.0 m/z 41.10 65.22%
41.0
5000
0 o ‘1950 e
e — —
m/z--> 20 40 60 80 100 120 140 160 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 Octane, 2,3-dimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.233 486.32 ug/l1 7184040  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 72
2 Heptane, 4-propyl- 142 C10H22 003178-29-8 72
3 Heptane, 3-ethyl-2-methyl- 142 C1leH22 014676-29-0 64
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 56
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 52

Abundance Scan 1708 (12.233 min): VY010537.D\data.ms (-1705) (- m/z 57.10 100.00%

57.1
5000 98.1

12.00 12.50
b b Lz es0 2072

m/z 43.10 43.91%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22102: Octane, 2,3-dimethyl-
57.0

5000 S A
12.00 12.50

29.0 ‘ m/z 98.10 41.30%
|

\\\‘\H\\‘i“\\\‘H\“\\“‘\\‘\‘\\\‘\\\\‘\\\]-ﬁz\.\o\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22086: Heptane, 4-propyl-
57.0

= e
12.00 12.50

o

o

5000 m/z 41.10 29.75%
98.0
o w20
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22127: Heptane, 3-ethyl-2-methyl- e P
57.0 12.00 12.50

m/z 56.10 17.76%

5000 98.0
29.0
e 1420

: T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04

Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 5 unknownl2.416 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.416 132.09 ug/l 1951240  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (-)-Neomenthyl acetate 198 C12H2202 146502-80-9 47
2 Bicyclo[2.2.1]heptane, 1,7,7-tri... 138 C1@H18 000464-15-3 47
3 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 43
4 Bicyclo[2.2.1]heptane, 1,3,3-tri... 138 C10H18 006248-88-0 38
5 Cyclohexene, 4-methyl-1-(1-methy... 138 C1@H18 000500-00-5 35

Abundance Scan 1738 (12.416 min): VY010537.D\data.ms (-1736) (- m/z 95.10 100.00%
57.

1 95.1

5000

3

123.1
—
| | )
O el L L 13542 2073y, 57 96 96.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #73578: (-)-Neomenthyl acetate
95.0
138.0
5000 1
43.0 12.50
m/z 81.10 65.38%
67.0
0 T \‘\‘\ \““\ T \“‘\“ \M‘\ T \““ T -}\1\7‘\ T \“ T \1\7\8‘\0\1\9\?\0\ T

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

=

Abundance #19513: Bicyclo[2.2.1]heptane, 1,7,7-trimethyl-
95.0
e
12.50
5000 ITI/Z 71.10 49,21%
410 670 123.0
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19522: Bicyclo[4.1.0]heptane, 3,7,7-trimethyl- =
95.0 12.50
m/z 123.10 41.22%
5000 67.0
41.0
123.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 unknownl2.575 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.575 168.56 ug/1 6011060 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2,4-dimethyl- 140 C10H20 061142-69-6 43
2 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 38
3 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C1eH20 1000149-19-7 38
4 cis-2,6-Dimethyl-2,6-octadiene 138 C10H18 002492-22-0 30
5 3,3-Dimethyl-hepta-4,5-dien-2-0l 140 CS9H160 1000190-23-9 30
Abundance Scan 1764 (12.575 min): VY010537.D\data.ms (-1754) (- m/z 111.10 100.00%
69.1 111.1
41.1
5000
95.1
140.1 T T
Ll
ob sl W Ml Ll 3883 s go.1e 94.26%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20758: Cyclohexane, 1-ethyl-2,4-dimethyl-
69.0
111.0
5000 e :
12.50
41.0 m/z 55.10  71.93%
04 ‘Z\SJP\ \““\ T !“ \‘1‘\ T “‘1 \9\5‘\.‘(‘)\ \H T \1\4?.\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #43578: Cyclooctane, (1-methylpropyl)-
69.0
111.0 1 T
12.50
5000 m/z 41.10 58.49%
41.0
ol ll 220
m/z--> 20 40 60 80 100 120 140 160
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl- e ‘
69.0 12.50
m/z 57.10 52.97%
41.0 111.0
5000
u} ‘ 140.0
ob2slp Wy dhose 4oL Lan
m/z--> 20 40 60 80 100 120 140 160 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@91622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04

Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.M

. SW846 8260

: 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 Cyclopentane, butyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.642 265.24 ug/l 9458840  1,4-Dichlorobenzene-ds  13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentane, butyl- 126 coms 062040-95-1 55
2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 47

038851-69-3 46
038851-70-6 46

3 cis-1-Butyl-2-methylcyclopropane 112 C8H16
4 trans-1-Butyl-2-methylcyclopropane 112 C8H16

5 Cyclopentane, propyl- 112 C8H16 002040-96-2 38
Abundance Scan 1775 (12.642 min): VY010537.D\data.ms (-1771) (| | m/z 69.10 100.00%
69.1
125.1
41.1
5000
96.1
T —
H ‘ 12.50 13.00
A — il 1520 207 s 70,10 90.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13197: Cyclopentane, butyl-
41.0 9.0
5000 s e
12.50 13.00
97.0 126.0 m/z 125.10 75.17%
O\‘\l\\ \\“!‘\\\H‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
e S
12.50 13.00
5000 ITI/Z 55.10 71.58%
41.0 125.0
H 97.0
ow““‘“,“Hwu_‘:‘m“lm“‘mwmWm_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7667: cis-1-Butyl-2-methylcyclopropane P ——
55.0 12.50 13.00
m/z 41.10 60.27%
5000
83.0 1120
O ~ —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00

82Y090922S.M Mon Sep 19 15:24:40 2022
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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 Cyclohexane, 1-methyl-4-(1-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.727 176.48 ug/1 6293510 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 53
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 49
3 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 49
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 47
5 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 47

Abundance Scan 1789 (12.727 min): VY010537.D\data.ms (-1782) (- m/z 55.10 100.00%

55.1 97.1
5000

A
“ 140.2 12.50 13.00
I |

“‘w“uhwu ol 2072 7 97.18 85.66%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20782: Cyclohexane, 1-methyl-4-(1-methylethyl)-, cis-
55.0
97.0

5000 N
12.50 13.00
27.0 m/z 81.05 77.28%

M | | 140.0

\\\‘\‘\1\\“‘\\‘\H!“\u‘\\“\\\“\\\\‘\\\\l\\\\‘\\\\‘\\\\‘\\\\

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

Abundance #20791: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0

T
12.50 13.00
5000 m/z 69.10 47.76%

27.0 140.0
“H“U‘ﬂﬂ‘JW‘JW‘JN“‘_‘““H‘l“‘w““‘u““‘u
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #20766: 1-Methyl-4-(1-methylethyl)-cyclohexane —
55.0 12.50 13.00

o

o

o

97.0 m/z 41.10 42.21%
5000
27.0
‘ “ | ‘ 140.0
Y R | P O O R ——
miz--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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, decahydro- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.745 215.53 ug/1 7686050 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro- 138 C10H18 000091-17-8 96
2 Naphthalene, decahydro-, trans- 138 C10H18 000493-02-7 95
3 Spiro[4.5]decane 138 C1@H18 000176-63-6 83
4 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 81
5 Cyclodecene 138 C10H18 003618-12-0 70

Abundance Scan 1956 (13.745 min): VY010537.D\data.ms (-1951) (- m/z 67.10 100.00%

67.1 138.1
411 96.1
5000

-
| 13.50 14.00
0! el 02081 2083 s 138,05 89.74%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19429: Naphthalene, decahydro-
67.0 138.0
96.0
41.0

5000 — 1
13.50 14.00
m/z 68.10 76.84%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19466: Naphthalene, decahydro-, trans-
67.0 138.0

o

e 920 1350 14.00
5000 ITI/Z 81.10 73.65%
15.0 ‘
0! H\‘M“H\H‘HH“HH‘HH‘HH‘HH
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #19395: Spiro[4.5]decane T T
67.0 96.0 13.50 14.00

m/z 55.10 70.66%

138.0
- T M

0 “NM‘ﬂu‘u‘uh‘u“‘u“u“‘u“ — —
miz--> 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\VY091622\
Data File : VY@10537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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, decahydro-2-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.257 137.01 ug/1 4886190 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 97
2 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 70
3 Decalin, anti-1-methyl-, cis- 152 C11H20 1000158-89-0 62
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 58
5 (+)-Dihydrocarvone 152 C10H160 005524-05-0 49

Abundance Scan 2040 (14 257 min): VY010537.D\data.ms (-2034) (- m/z 83.10 100.00%

83.1 152.2
5000

109.1 T LN
h M ‘ 14.00 14.50
0’ L bl 27802070 ys 8110 97.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
14.00 14.50

109.0 m/z 55.10 94.47%

.
07 ‘ T \ TT ‘ T TT ‘ TT T ‘ TTTT ‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.0

109.0 — —

14.00 14.50
5000 41.0 ITI/Z 82.10 87.63%
0! H\“‘l\"HH‘\‘M‘H‘H‘“‘HH‘HH‘HH m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29500: Decalin, anti-1-methyl-, cis- — ——
41.0 81.0 14.00 14.50

m/z 152.15 84.55%

5000 152.0
109.0
| ‘\ 1310 |
‘ a1

m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY091622\
Data File : VY010537.D

Acqg On : 16 Sep 2022 16:04
Operator : KP/MD

Sample : N4630-14

Misc : 3.67g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090922S.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,... 11.087 129.0 ug/l 1905640 3 11.489 738615 50.0
Octane, 2,6-dim... 12.124 320.1 ug/l 4727850 3 11.489 738615 50.0
1H-Indene, octa... 12.203 406.3 ug/l 6001750 3 11.489 738615 50.0
Octane, 2,3-dim... 12.233 486.3 ug/l 7184040 3 11.489 738615 50.0
unknownl12.416 12.416 132.1 wug/l 1951240 3 11.489 738615 50.0
unknown12.575 12.575 168.6 ug/l 6011060 4 13.422 1783100 50.0
Cyclopentane, b... 12.642 265.2 wug/l 9458840 4 13.422 1783100 50.0
Cyclohexane, 1-... 12.727 176.5 ug/l 6293510 4 13.422 1783100 50.0
Naphthalene, de... 13.745 215.5 ug/l 7686050 4 13.422 1783100 50.0
Naphthalene, de... 14.257 137.0 ug/l 4886190 4 13.422 1783100 50.0
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