LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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@07532.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.668 135 139 144 rVB4 609 1129 3.22% 0.350%
2 7.715 960 967 972 rBV3 1711 3818 10.88% 1.185%
3 7.789 972 979 988 rvB3 5111 10842 30.89% 3.364%
4 8.142 1030 1037 1044 rBB2 2400 5339 15.21% 1.657%
5 8.325 1061 1067 1071 rBV3 863 1520 4.33% 0.472%
6 8.685 1121 1126 1136 rBB2 7926 15071 42.94% 4.676%
7 9.270 1219 1222 1224 rBV2 315 359 1.02% 0.111%
8 9.325 1227 1231 1232 rBV 529 621 1.77% ©0.193%
9 9.526 1263 1264 1265 rBV 748 397 1.13% 0.123%
10 9.593 1272 1275 1276 rBvV3 1050 1077 3.07% 0.334%
11  9.691 1288 1291 1293 rBV3 463 445 1.27% 0.138%
12 9.739 1293 1299 1300 rBV3 1103 1940 5.53% 0.602%
13 9.825 1311 1313 1315 rVB2 495 376 1.07% 0.117%
14  9.861 1315 1319 1321 rBV4 712 853  2.43% 0.265%
15 9.904 1324 1326 1327 rBV2 541 422 1.20% 0.131%
16 9.916 1327 1328 1329 rBV 951 662 1.89% 0.205%
17 9.989 1336 1340 1342 rBV5S 769 992 2.83% 0.308%
18 10.044 1345 1349 1350 rBV4 379 369 1.05% 0.114%
19 10.075 1351 1354 1355 rBV3 430 404 1.15% 0.125%
20 10.093 1355 1357 1358 rBV 1185 732 2.09% 0.227%
21 10.117 1358 1361 1363 rVB4 1169 1457 4.15% ©.452%
22 10.178 1363 1371 1377 rBV 15033 28880 82.28% 8.961%
23 10.270 1385 1386 1388 rBV2 918 914 2.60% 0.284%
24 10.508 1424 1425 1431 rVB6 1875 2591 7.38% 0.804%
25 10.587 1437 1438 1440 rBV2 931 569 1.62% 0.177%
26 10.605 1440 1441 1448 rVV5 1066 1451 4.13% 0.450%
27 10.660 1448 1450 1451 rVB2 546 365 1.04% 0.113%
28 10.721 1458 1460 1461 rBV2 419 359  1.02% 0.111%
29 10.758 1464 1466 1467 rBV 811 666 1.90% 0.207%
30 10.800 1470 1473 1476 rBV3 601 746  2.13% 0.231%
31 10.849 1478 1481 1484 rBV5 505 868 2.47% 0.269%
32 10.880 1484 1486 1487 rBv2 650 598 1.70% 0.186%
33 10.928 1492 1494 1497 rBV4 818 630 1.79% 0.195%
34 11.001 1504 1506 1509 rBV4 709 794  2.26% 0.246%
35 11.038 1511 1512 1515 rVvB3 1005 723 2.06% ©0.224%
36 11.087 1515 1520 1524 rBV5 2075 4426 12.61% 1.373%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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 11.130 1525 1527 1528 rVB2 978 430 1.23% 0.133%
38 11.148 1528 1530 1533 rBV4 632 642 1.83% 0.199%
39 11.190 1533 1537 1540 rBV6 1644 2764 7.87% 0.858%
40 11.251 1544 1547 1548 rBvV3 1564 1475 4.20% 0.458%
41 11.270 1548 1550 1551 rBvV2 929 591 1.68% 0.183%
42 11.489 1579 1586 1592 rBV 12348 21770 62.02% 6.755%
43 11.690 1617 1619 1622 rBvV3 1254 1279 3.64% 0.397%
44 11.757 1628 1630 1632 rBvV3 903 688 1.96% 0.213%
45 11.831 1638 1642 1645 rBV6 3003 4898 13.95% 1.520%
46 11.928 1656 1658 1664 rVB7 1751 2195 6.25% 0.681%
47 12.300 1715 1719 1721 rBV5 1757 2736 7.79%  0.849%
48 12.361 1727 1729 1734 rBV6 2046 3005 8.56% 0.932%
49 12.477 1743 1748 1754 rBvV3 11323 19279 54.93% 5.982%
50 13.032 1838 1839 1844 rBV4 2882 3744 10.67% 1.162%
51 13.422 1897 1903 1914 rVB4 14709 35100 100.00% 10.891%
52 13.519 1917 1919 1920 rBv2 1557 1380 3.93% 0.428%
53 13.745 1951 1956 1957 rBV5 5956 8187 23.32%  2.540%
54 13.970 1989 1993 1996 rVB6 4240 5715 16.28% 1.773%
55 14.080 2005 2011 2017 rBV1e 5627 13474 38.39% 4.181%
56 14.257 2036 2040 2043 rBV6 5464 10402 29.64%  3.228%
57 14.373 2057 2059 2062 rBvV3 1910 2194 6.25% 0.681%
58 14.415 2063 2066 2080 rvB3 6808 22128 63.04% 6.866%
59 14.684 2103 2110 2115 rBvVS8 7444 18447 52.56% 5.724%
60 14.726 2115 2117 2124 rVB8 5590 7679 21.88% 2.383%
61 14.940 2149 2152 2159 rBV9 3621 5527 15.75% 1.715%
62 15.043 2166 2169 2172 rVB5 2606 3283 9.35% 1.019%
63 15.110 2179 2180 2181 rBV 2008 1352 3.85% 0.420%
64 15.208 2194 2196 2198 rVB3 2437 2307 6.57% 0.716%
65 15.275 2205 2207 2216 rVB1eO 2795 5442 15.50% 1.689%
66 15.647 2267 2268 2270 rVB2 1480 984 2.80% 0.305%
67 15.690 2270 2275 2276 rBV5 1677 2462 7.01% 0.764%
68 15.720 2276 2280 2281 rBV4 1397 1464 4.17% 0.454%
69 15.903 2308 2310 2312 rVB3 1101 926 2.64% 0.287%
70 15.940 2315 2316 2319 rVB3 916 686 1.95% 0.213%
71 15.982 2321 2323 2324 rBV2 980 627 1.79% ©0.195%
72 16.001 2324 2326 2327 rVV2 848 721 2.05% 0.224%
73 16.037 2330 2332 2333 rVB2 1309 854  2.43% 0.265%
74 16.086 2336 2340 2342 rBV5S 1179 1083 3.09% 0.336%
75 16.135 2347 2348 2350 rBV2 579 486 1.38% 0.151%
76 16.159 2350 2352 2354 rVB3 1036 810 2.31% ©0.251%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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 16.238 2361 2365 2367 rVB4 572 582 1.66% ©0.181%
78 16.281 2370 2372 2373 rBV2 682 417 1.19% 0.129%
79 16.311 2375 2377 2381 rVB4 1082 1008 2.87% ©0.313%
80 16.354 2381 2384 2385 rBV3 536 511 1.46% ©.159%
81 16.385 2385 2389 2391 rVB4 761 1131  3.22% ©.351%
82 16.409 2391 2393 2396 rBV 581 542 1.54% 0.168%
83 16.440 2396 2398 2399 rVB2 824 426 1.21% 0.132%
84 16.452 2399 2400 2403 rBV3 455 519 1.48% 0.161%
85 16.604 2421 2425 2428 rVV5 885 1434 4.09%  0.445%
86 16.659 2432 2434 2437 rVV2 923 758 2.16% 0.235%
87 16.708 2437 2442 2445 rVB5 725 1268 3.61% ©.393%
88 16.750 2445 2449 2453 rBVS5 804 1063 3.03% 0.330%

Sum of corrected areas: 322280
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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: VY007532.D\data.ms
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Abundance TIC: VY007532.D\data.ms
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Abundance TIC: VY007532.D\data.ms
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Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 1650

82Y021422S.M Mon Feb 21 07:21:12 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownll.@87 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.087 10.17 ug/l 4426  Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3-(4-hydroxybutyl... 184 C11H2002 091212-98-5 35
2 2-Thiophenecarboxylic acid, 2-te... 324 C19H3202S 1000280-66-1 32
3 Trichloroacetic acid, 6-ethyl-3-... 302 C12H21C1302 1010282-57-4 23
4 2-Thiophenecarboxylic acid, 2-pe... 338 C20H3402S 1000280-66-4 23
5 Succinic acid, di(3,4-dimethylcy... 338 C20H3404 1000330-03-7 17

Abundance Scan 1520 (11.087 min): VY007532.D\data.ms (-1515) (-  m/z 111.20 100.00%

111.2
e
11 00

: m/z 69.15 55.20%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #58680: Cyclohexanone, 3-(4-hydroxybutyl)-2-methyl-
111.0
55.0
T \
‘ 141.0 184.0
Ly

5000
11.00
270 ‘ T m/z 40.95 45.33%
HHH W L‘h [
\ \H\‘HH‘HH‘HH HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #229257: 2-Thiophenecarboxylic acid, 2-tetradecyl ester

69.2
5000 41.0

=

M H 145.3 281.:

%

Abundance  #201300: Trichloroacetic acid, 6-ethyl-3-octyl ester
69.0 11.00

m/z 83.05 37.87%

111.0
41.0
11.00
5000 m/z 54.90 38.93%
69.0
196.0
Db dseegtese
m/z--> 20 40 60 80 100120140160180200220240260280

5000 111.0
41,0

L ‘ ‘ . 1] 1400169.0 207.0

m/z--> 20 40 60 80 100120140160180200220240260280 11.00

%
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownll.831 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.831  11.25 ug/1l 4898 Chlorobenzene-d5 11.489
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethinamate 167 C9H13NO2 000126-52-3 17
2 trans-Z-.alpha.-Bisabolene epoxide 220 C15H240 1000131-71-1 12
3 2,8-Decadiyne 134 C1leH14 004116-93-2 10
4 trans-3'-Hydroxycotinine, acetate 234 C12H14N203 1000448-36-4 10
5 2-(1-Cyclohexenyl)ethylamine 125 C8H15N 003399-73-3 10
Abundance Scan 1642 (11.831 min): VY007532.D\data.ms (-1638) (- m/z 106.00 100.00%
106.0
69.0
174.2
5000 1411 n ﬂ (\ n ﬂ
LN DAL
‘ ‘ H 1150 12.00
\\\‘\\\\‘\\\\‘\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 169.26 86.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #42835: Ethinamate
91.0
5000 44.0 — —
670 11.50 12.00
’ 124.0 m/z 91.10 76.62%
\\!‘\“‘\“\\“!\\\‘\\\\]-‘(\3\7?0\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #99247 trans-Z-.alpha.-Bisabolene epoxide
— ——
11.50 12.00
5000 m/z 69.00 75.76%
109.0
135.0
Iy \“H ‘\ m\159w\0 187.0 220.C
R Eamma=
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #17004: 2,8-Decadiyne “ —
91.0 119.0 11.50 12.00
m/z 119.00 62.77%
5000
27.0
L el gty

m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 Naphthalene, decahydro-, cis- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.745 11.66 ug/l 8187 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-, cis- 138 C10H18 000493-01-6 60
2 Spiro[4.4]nonan-2-one 138 C9H140 034177-18-9 49
3 Cyclohexene, 4-methyl-1-(1-methy... 138 C10OH18 000500-00-5 49
4 Naphthalene, decahydro- 138 C10H18 000091-17-8 46
5 Cyclohexane, 1-methyl-3-(1-methy... 138 C1@H18 013828-34-7 43

Abundance Scan 1956 (13.745 min): VY007532.D\data.ms (-1951) (- m/z 67.00 100.00%

67.0 ‘
96.1 138.2
5000 43.0
159.0

18 197.3 1350 1400
m/z 96.10  79.45%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19454: Naphthalene, decahydro-, cis-
1.0 96.0
138.0

5000
13 50 14 00
m/z 138.20  75.93%

miz--> 80 100 120 140 160 180 200
Abundance #20167. Spiro[4.4]nonan-2-one
67.0 109.0 n
138.0 Iy ﬂM i m\‘ |
13.50 14.00
5000 m/z 81.00 64.58%

| L
T P
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19531: Cyclohexene, 4-methyl-1-(1-methylethyl)- 7 —
95.0 13.50 14.00

m/z 95.10 64.38%

5000
41.0 67.0 138.0

L \‘ ‘H \\ ‘ ll5$ ‘

m/z--> 20 40 80 100 120 140 160 180 200 13.50 14.00

82Y021422S.M Mon Feb 21 07:21:15 2022 Page: 7



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@21722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58

Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y021422S.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 4 unknownl3.970 Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.970 8.14 ug/1 5715 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 (+)-cis-Verbenol, acetate
2 Bicyclo[3.1.1]hept-3-ene, 2-form... 178 C12H180
3 Ethanone, 1-(3-methylphenyl)- 134 C9H100
4 2-Methyl-3-trans-propenylpyrazine 134 C8H10ON2

5 Ethanone, 1-(2-methylphenyl)-

194 C12H1802

134 C9H1e0

Abundance Scan 1993 (13.970 min): VY007532.D\data.ms (-1989) (-

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->
Abundance

5000

m/z-->

55.1 91.1

#69011: (+)-cis-Ver

119.1

159.1
187.3
\H\H‘\‘H \ ‘\ TR

20 40 60 80 100 120 140 160 180 200

benol, acetate

029135-27-1 47
135004-95-4 47
000585-74-0 43
232255-41-3 43
000577-16-2 43

m/z 119.05 100.00%

14.00

m/z 134.05 44.47%

119.0
43.0 ﬂ A /\
A | L
910 14.00
' ‘ m/z 114.90  35.07%
69.0
TTT ‘ \‘\‘\ \‘i“\‘ T ‘\H\ ‘i \H\‘\ \“‘ ““\H“\ \‘ “H\ T \“\‘ ‘]\-\512\.‘0\ TTT ‘ \].\9\\5.‘0\\ TT
20 40 60 80 100 120 140 160 180 200
#52932: Bicyclo[3.1.1]hept-3-ene, 2-formylmethyl-4,6,6-tr
119.0
—
93.0 14.00
m/z 117.10 32.27%
43.0
b T 1780
20 40 60 80 100 120 140 160 180 200
#17598: Ethanone, 1-(3-methylphenyl)- T
91.0 119.0 14.00
m/z 91.10 27.83%
43.0 6.0
150 -
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@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownl4.080 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.080 19.19 ug/l 13474 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,1-dimethylethyl)-4... 160 C12H16 001746-23-2 35
2 Acetic acid, trichloro-, anhydride 306 C4Cl603 004124-31-6 27
3 Bicyclo[4.2.0]oct-1-ene, exo-7-(... 188 C14H20 1000142-22-1 27
4 4-Methyl-2-phenyl-pent-3-en-1-0l 176 C12H160 1000186-49-3 25
5 1-Phenyl-2-methyl-pyrimidin-4(1H... 186 C11H1@N20 109853-45-4 22

Abundance Scan 2011 (14.080 min): VY007532.D\data.ms (-2005) (-  m/z 117.10 100.00%
117.1

5000 430 145.3 MW
76.
68 186.1

208.2 1400
m/z 119.15 94.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #36273: Benzene, 1-(1,1-dimethylethyl)-4-ethenyl-
145.0
5000 — :
14.00
117.0 m/z 105.10 52.40%
TTT \‘\ \\4\?“-.\0\‘\\6‘3‘“.\0\‘\"\9\]1.\0“\‘\ \‘\“’ \“WH\ T ’ \‘\ TT ’ TTT ’ LI ’ LI
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #207475: Acetic acid, trichloro-, anhydride
11%7.0
T \
14.00
5000 ITI/Z 128.00 51.54%
44.0 82.0
145.0
120 Ll b bl A8
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62987: Bicyclo[4.2.0]oct-1-ene, exo-7-(1-cyclohexen-1-y e ‘
145.0 14.00
m/z 41.00 50.68%
188.0
5000
0 T - L
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@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 6 unknownl4.257 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.257 14.82 ug/1 10402 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-methyl- 82 C5H60 000534-22-5 18
2 4-Methyl-1,4-heptadiene 110 C8H14 013857-55-1 17
3 Methanol, tris(methylenecyclopro... 188 C13H160 1000152-74-7 16
4 Ethyl trans-3-methyltetrazole-5-... 182 C7H10N402 040595-01-5 14
5 4,5-Cyclopentene, 1-oxa-2-phosph... 146 C6H1102P 032135-32-3 14
Abundance Scan 2040 (14.257 min): VY007532.D\data.ms (-2036) (-  m/z 41.00 100.00%
41.0 95.0
123.3 152.2
5000 185.9
69.1
—— —
‘ 14.00 14.50
H\‘HH“\‘H‘\‘\HH m/Z 95.00 96.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1333: Furan, 2-methyl-
82.0
53.0
5000 —r— —r—
14.00 14.50
27.0 m/z 82.00 95.77%
\\\‘\h\\“\\‘l“\‘\\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6715: 4-Methyl-1,4-heptadiene
410 67.0 95.0
—— —
14.00 14.50
5000 ITI/Z 97.05 67.32%
LY 0 T WWWM/\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62905: Methanol, tris(methylenecyclopropyl)- —— ——
91.0 14.00 14.50
53.0 m/z 53.20 60.85%
5000{ 27.0
135.0
w 170.0
ol L il Ly |
ey —— —
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@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 wunknownl4.416 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.416  31.52 ug/1 22128 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 27
2 Bicyclo[4.1.0]heptan-2-one, 3,5,... 152 C1@H160 029750-24-1 27
3 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 27
4 Methyl (1-nitrocyclohexane)propi... 215 C10H17NO4 1010370-34-2 22
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 22
Abundance Scan 2066 (14.415 min): VY007532.D\data.ms (-2063) (- m/z 152.20 100.00%
152.2
95.2
55.0
188.2
14 [y
WITRIARIT
‘ ‘ 14.50
“w“‘wl“!w m/z 95.15  79.60%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29298: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-
67.0 95.0
5000 41.0 152.0 —
14.50
m/z 77.00 70.25%
123.0
15'0 ’
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #29300: Bicyclo[4.1.0]heptan-2-one, 3,5,5-trimethyl-
95.0
55.0 152.0 14'50
5000 m/z 55.05 67.71%
123.0
““H“‘HJW“‘1HLAHW‘W“L‘HM“m“‘H“"
miz--> 20 40 60 80 100 120 140 160 180
Abundance #29387: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t T
67.0 14.50
95.0 m/z 93.20 67.71%
5000 410
152.0
m/z--> 20 40 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownl4.684 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.684 26.28 ug/l 18447 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Silane, dichlorofluoromethyl- 132 CH3C12FSi 000420-58-6 38
2 3-Diazo-1-methyl-1,3-dihydro-ind... 173 C9H7N30 003265-14-3 27
3 1H-1,5-Benzodiazepine, 2,3-dihyd... 188 C12H16N2 024107-34-4 27
4 3,5-Dimethyl-4-(2-furyl)pyridine 173 C11H11NO 078563-72-1 25
5 1H-Indene, 2,3-dihydro-2-methyl- 132 C1eH12 000824-63-5 20

Abundance Scan 2110 (14.684 min): VY007532.D\data.ms (-2103) (- m/z 117.10 100.00%
1

1r.1
173.2
5000 MWW
- 1 YAy g

14.50 15.00
m/z 173.20  78.38%

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

Abundance #16689: Silane, dichlorofluoromethyl-
11y.0
5000 470 YMMWWMA ‘ ﬂmym”mm
14.50 15.00
m/z 119.10 54.88%
il P
‘\\\‘\‘\”\\“\‘\7\5\.‘0}\\!“‘\\\\‘i‘\\1\‘\8’.\0\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #48738: 3-Diazo-1-methyl-1,3-dihydro-indol-2-one
178.0
117.0
90.0 —
14.50 15.00
5000 145.0 ITI/Z 145.05 37.99%
50.0
m/z--> 20 40 60 80 100 120 140 160 180 200 (\
Abundance #62848: 1H-1,5-Benzodiazepine, 2,3-dihydro-2,2,4-trimet ch P
1738.0 14.50 15.00
132.0 m/z 134.05 31.16%
5000
39.0
65.0 92.0 ‘ ‘
BITENER S N T 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@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownl4.726 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.726 10.94 ug/l 7679 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Succinic acid, monochloride, 3,3... 220 C10H17Cl03 1000349-52-6 17
2 Diglycolic acid, 2-acetylphenyl ... 420 C24H3606 1010382-72-8 16
3 (+)-cis-Verbenol, 2-methylpropio... 222 C14H2202 1000462-96-7 14
4 Butyric acid, 2-phenyl-, 4-methy... 248 C16H2402 1000406-01-5 12
5 trans-Verbenyl isovalerate 236 C15H2402 057412-35-8 10
Abundance Scan 2117 (14.726 min): VY007532.D\data.ms (-2115) (- m/z 119.10 100.00%
119.1
71.0
1792 Y
i 110017
e ‘,M“ | — m/z 71.05 62.24%
miz--> 100 15 200 250 300
Abundance #98206. Succinic acid, monochloride, 3,3-dimethylbut-2-y
119.0
57.0
5000 — ——
14.50 15.00
m/z 43.10 54.01%
| H ‘ | 1630 2050
T T T \ ’ \ \ \ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T
miz--> 100 15 200 250 300
Abundance #313356. Diglycolic acid, 2-acetylphenyl dodecy! ester
119.0
—— —
14.50 15.00
5000 m/z 109.20 48.52%
57.0
g H 1690 2130 257.0 302
i e T
miz--> 50 100 150 200 250 300
Abundance #101713: (+)-cis-Verbenol, 2-methylpropionate —— —
43.0 119.0 14.50 15.00
m/z 41.00 47.68%
‘ ) M ‘4529“‘ S —— — —
m/z--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY@07532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS vial : 19 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 unknownl4.940 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.940 7.87 ug/1l 5527 1,4-Dichlorobenzene-d4 13.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, N-[(3,4-dihydro-1H-2-... 281 C18H19NO2 1000320-15-7 32
2 Ethanone, 1-(3,4-dimethylphenyl)- 148 C1@H120 003637-01-2 27
3 3,4-Hexadien-2-o0l, 3-isopropenyl... 166 C11H180 015448-75-6 25
4 Benzene, l-ethyl-4-(1-methylethyl)- 148 Cl1H16 004218-48-8 25
5 Ethanone, 1-(2,4-dimethylphenyl)- 148 C1@H120 000089-74-7 22
Abundance Scan 2152 (14.940 min): VY007532.D\data.ms (-2149) (- m/z 133.00 100.00%
133.0
5000 69.1
3 187.2 L
sl R 1
L g m/z 69.10 44.42%
m/z--> 50 100 150 200 250
Abundance #174749: Benzamide, N-[(3,4-dihydro-1H-2-benzopyran-:
138.0
5000 T
91.0 15.00
' m/z 146.20  39.15%
T \\39‘\-0‘“\“\ M\ - \“\“ LA B B S S \2\8\;\(
m/z--> 50 100 150 200 250
Abundance #26281: Ethanone, 1-(3,4-dimethylphenyl)-
L
i
15.00
5000 m/z 148.05 37.93%
43.0 7.0
RIS PR S I
Miz--> 50 100 150 200 250 m n A ﬂ
Abundance #41445: 3,4-Hexadien-2-ol, 3-isopropenyl-2,5-dimethyl- A
133.0 15.00
m/z 95.10 35.29%
410 910
5000
166.0
‘\‘ ‘\m“ ‘\“ \‘\ L o Co ——
m/z--> 50 100 150 200 250 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY021722\
Data File : VY007532.D

Acqg On : 17 Feb 2022 18:58
Operator : SY/MD

Sample : N1580-07

Misc : 5.89g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 19 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|
unknownl11.087 11.087 10.2 ug/l 4426 3 11.489 21770 50.0
unknown11.831 11.831 11.3 ug/l 4898 3 11.489 21770 50.0
Naphthalene, de... 13.745 11.7 ug/1 8187 4 13.422 35100 50.0
unknown13.970 13.970 8.1 ug/l 5715 4 13.422 35100 50.0
unknownl14.080 14.080 19.2 ug/l 13474 4 13.422 35100 50.0
unknown14.257 14.257 14.8 ug/l 10402 4 13.422 35100 50.0
unknownl14.416 14.416 31.5 wug/l 22128 4 13.422 35100 50.0
unknownl4.684 14.684 26.3 ug/l 18447 4 13.422 35100 50.0
unknownl14.726 14.726 10.9 ug/l 7679 4 13.422 35100 50.0
unknown14.940 14.940 7.9 ug/l 5527 4 13.422 35100 50.0
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