LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/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\82Y042122S.M

Title : SW846 8260

Signal : TIC: VY@08551.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.125 45 50 51 rBv2 566 879 6.74% 0.629%
2 2.150 52 54 55 rwv2 321 226 1.73% 0.162%
3 2.217 62 65 67 rBv3 439 566 4.34% 0.405%
4 2,558 119 121 125 rVB 155 190 1.46% 0.136%
5 2.619 128 131 134 rVB 249 202 1.55% ©0.145%
6 2.942 183 184 190 rVB 175 234 1.79% 0.167%
7 3.302 239 243 246 rBV 182 255 1.96% 0.182%
8 3.497 269 275 277 rBV 144 234 1.79% 0.167%
9 4.655 462 465 469 rBvV 161 252 1.93% 0.180%
106 5.235 557 560 563 rVB2 166 253 1.94% 0.181%
11 5.356 577 580 582 rBV 156 191 1.46% 0.137%
12 5.539 606 610 612 rBB 182 206 1.58% 0.147%
13 5.747 641 644 647 rBV 140 225 1.73% 0.161%
14 6.131 704 707 712 rVB2 189 287 2.20% ©0.205%
15 6.320 736 738 742 rVB2 161 211  1.62% ©0.151%
16 6.490 762 766 767 rBV 196 220 1.69% 0.157%
17 6.868 825 828 829 rBB 205 190 1.46% 0.136%
18 6.966 841 844 845 rBV2 252 268 2.05% ©0.192%
19 7.057 855 859 862 rvB3 234 391 3.00% 0.280%
20 7.094 862 865 868 rBB 176 210 1.61% ©.150%
21 7.563 939 942 945 rVB 239 253 1.94% 0.181%
22 7.643 952 955 960 rvwv2 133 184 1.41% 0.132%
23 7.710 960 966 973 rVW4 1558 3793 29.08% 2.713%
24 7.789 973 979 988 rVB 3051 6027 46.21% 4.311%
25 7.880 990 994 1000 rVB2 159 294  2.25% @.210%
26 8.021 1014 1017 1019 rVB 224 249 1.91% 0.178%
27 8.136 1023 1036 1042 rBV4 2523 6953 53.31% 4.974%
28 8.325 1065 1067 1068 rBV 188 190 1.46% 0.136%
29 8.429 1079 1084 1090 rBB2 182 469 3.60% 0.336%
30 8.691 1121 1127 1134 rVB3 5027 9292 71.24% 6.647%
31 8.789 1140 1143 1145 rBB 250 280 2.15% ©.200%
32 8.966 1170 1172 1176 rBB 211 217 1.66% 0.155%
33 9.654 1283 1285 1288 rBB 162 192 1.47% 0.137%
34 10.179 1366 1371 1378 rBV 7284 13043 100.00% 9.330%
35 10.581 1430 1437 1442 rVB2 474 960 7.36% 0.687%
36 10.825 1474 1477 1479 rBV 182 238 1.82% 0.170%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/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\82Y042122S.M
Title : SW846 8260
37 11.e38 1507 1512 1515 rwV 232 349 2.68% 0.250%
38 11.069 1515 1517 1522 rVB2 229 360 2.76% ©0.258%
39 11.313 1555 1557 1558 rBV 323 264 2.02% 0.189%
40 11.490 1575 1586 1593 rBV2 6623 11699 89.70% 8.369%
41 12.069 1679 1681 1683 rVB 234 200 1.53% 0.143%
42 12.099 1683 1686 1689 rBV 180 252 1.93% 0.180%
43 12.130 1689 1691 1694 rBV2 209 196 1.50% 0.140%
44 12.483 1744 1749 1756 rVB4 6007 9359 71.75% 6.695%
45 12.648 1773 1776 1777 rVB2 291 284 2.18% ©0.203%
46 12.794 1795 1800 1801 rBV 336 504 3.86% 0.361%
47 12.947 1823 1825 1829 rBV2 340 358 2.74% 0.256%
48 12.983 1829 1831 1837 rVB2 332 459  3.52% 0.328%
49 13.050 1837 1842 1845 rBv2 467 661 5.07% 0.473%
50 13.111 1850 1852 1856 rBV 207 267 2.05% 0.191%
51 13.154 1856 1859 1860 rBV 201 252 1.93% 0.180%
52 13.166 1860 1861 1867 rVB3 569 655 5.02% 0.469%
53 13.227 1867 1871 1872 rBV 337 488 3.74% 0.349%
54 13.251 1872 1875 1879 rVB2 614 677 5.19% 0.484%
55 13.306 1879 1884 1887 rBV5 616 1196 9.17% 0.856%
56 13.361 1890 1893 1896 rVB2 552 614 4.71% 0.439%
57 13.428 1899 1904 1910 rBvV2 5317 7921 60.73% 5.666%
58 13.483 1912 1913 1918 rVvB3 382 414  3.17% 0.296%
59 13.562 1922 1926 1927 rBvV3 693 977 7.49% 0.699%
60 13.611 1933 1934 1939 rVB4 368 332 2.55% 0.237%
61 13.672 1942 1944 1945 rBV2 219 228 1.75% ©0.163%
62 13.751 1950 1957 1961 rBV6 2381 5171 39.65% 3.699%
63 13.806 1961 1966 1969 rBV5 855 1369 10.50% 0.979%
64 13.885 1977 1979 1982 rVB4 531 404 3.10% 0.289%
65 13.916 1982 1984 1985 rBV2 505 427  3.27% 0.305%
66 14.044 2002 2005 2006 rBV 242 221 1.69% 0.158%
67 14.068 2007 2009 2014 rVV4 734 908 6.96% 0.650%
68 14.141 2014 2021 2027 rBVS8 1142 2686 20.59% 1.921%
69 14.257 2035 2040 2047 rBVS5 3934 8643 66.27% 6.183%
70 14.373 2056 2059 2062 rBv4 869 979 7.51% 0.700%
71 14.428 2062 2068 2073 rVV6 3096 4977 38.16% 3.560%
72 14.483 2073 2077 2078 rBV4 1114 1269 9.73% 0.908%
73 14.532 2083 2085 2086 rBV2 519 384 2.94% 0.275%
74 14.580 2091 2093 2095 rBV2 606 362 2.78% ©0.259%
75 14.623 2097 2100 2101 rBV3 1234 10706 8.20% ©.765%
76 14.684 2107 2110 2114 rBV4 1712 2399 18.39% 1.716%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/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\82Y042122S.M
Title : SW846 8260
77 14.733 2114 2118 2125 rVB6 2602 4562 34.98% 3.263%
78 14.812 2128 2131 2134 rBVS 991 1677 12.86% 1.200%
79 14.873 2139 2141 2147 rVB7 1628 2143 16.43% 1.533%
80 15.001 2160 2162 2166 rVB4 505 348 2.67% ©0.249%
81 15.044 2166 2169 2173 rBvV4 738 1377 10.56% ©.985%
82 15.190 2191 2193 2194 rBV2 344 280 2.15% 0.200%
83 15.214 2194 2197 2202 rVVe6 1366 2135 16.37% 1.527%
84 15.275 2202 2207 2208 rBv4 1126 1585 12.15% 1.134%
85 15.373 2220 2223 2224 rBV4 991 908 6.96% 0.650%
86 15.452 2229 2236 2238 rBvV4 1135 1583 12.14% 1.132%
87 15.544 2249 2251 2252 rBV2 322 217 1.66% ©.155%
88 15.659 2268 2270 2271 rBV2 535 323 2.48% 0.231%
89 15.775 2287 2289 2294 rVB5 598 845 6.48% 0.604%
990 15.909 2308 2311 2312 rBV2 416 387 2.97% 0.277%
91 15.964 2318 2320 2322 rBV2 339 390 2.99% 0.279%
92 16.037 2330 2332 2335 rVB3 448 367 2.81% 0.263%
93 16.074 2335 2338 2339 rBV2 235 225 1.73% 0.161%
94 16.111 2342 2344 2346 rBV2 257 209 1.60% 0.150%
95 16.159 2349 2352 2354 rBV 299 459  3.52% 0.328%
96 16.269 2369 2370 2373 rVB2 331 226 1.73% 0.162%
97 16.385 2387 2389 2390 rvwV 296 251  1.92% ©0.180%
98 16.422 2393 2395 2398 rBV 194 201 1.54% 0.144%
99 16.476 2403 2404 2407 rVV2 330 279 2.14% 0.200%
100 16.519 2409 2411 2414 rBV2 246 255 1.96% 0.182%
Sum of corrected areas: 139791
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.M
Quant Title : SW846 8260

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

Abundance TIC: VY008551.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 1,1'-Bicyclopentyl Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.751  32.64 ug/l 5171 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,1'-Bicyclopentyl 138 C10H18 001636-39-1 70
2 Oxirane, tetradecyl- 240 C16H320 007320-37-8 59
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 53
4 9-Borabicyclo[3.3.1]nonane, 9-hy... 138 C8H15BO 063366-65-4 53
5 Undec-10-ynoic acid, undecyl ester 336 C22H4002 1000406-16-4 50
Abundance Scan 1957 (13.751 min): VY008551.D\data.ms (-1950) (-~  m/z 55.00 100.00%
55.0
96.2 138.0
Wil
. —
‘ ‘ H 20‘7-2 13.50 14.00
H\‘HHHH‘\H‘\\‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH m/z 41.06 88.11%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #19400: 1,1'-Bicyclopentyl
68.0
it
5000 IRNIRUL
138.0 13.50 14.00
390 m/z 81.10 66.80%
H\‘\‘\‘H‘ih\\‘\HL‘\“‘H‘W‘}\‘\“\“Hh\\“\\H“HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123935: Oxirane, tetradecyl-
L
82.0 l ; w M Al ‘M
13.50 14.00
5000 m/z 138.00 66.80%
111.0
AABMAL ) gs2o 2o
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #158578: Oxirane, hexadecyl- —— —
430/ 820 13.50 14.00
m/z 68.00 64.75%
5000
152.0180.0208.0 250.0

m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Dodecanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.142  16.95 ug/1 2686 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanal 184 C12H240 000112-54-9 50
2 Cyclooctene, 3-methyl- 124 C9H16 013152-05-1 35
3 Undecanal 170 C11H220 000112-44-7 32
4 Bicyclo[5.3.0]decane 138 C10H18 005661-80-3 27
5 E-7-Dodecen-1-0l acetate 226 C14H2602 1000131-35-3 27
Abundance Scan 2021 (14.141 min): VY008551.D\data.ms (-2014) (- m/z 41.00 100.00%
41.0
67.1
5000 N
96.1
—— —
H ‘ 14.00 14.50
e A 2073 gz 67.10 67.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58865: Dodecanal
41.0
82.0 A m h ﬁ
5000 MM(W LA
14.00 14.50
m/z 83.00 66.05%
‘110-0 140.0
‘\H““\\HM\‘HH\“l\\\11‘6\6\.\0\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12161: Cyclooctene, 3-methyl-
TTARTAL it
A
41.0 14.00 14.50
5000 96.0 m/z 81.10 62.35%
124.0
miz--> 20 40 60 80 100 120 140 160 180 200 Mm
Abundance #45364: Undecanal — ‘M ‘ ——
43.0 14.00 14.50
82.0 m/z 43.10 59.88%
5000
126.0
ST m iy
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\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Bicyclo[2.2.1]heptan-2-one,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.257 54.56 ug/l 8643 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptan-2-one, 1,7,... 152 C1@H160 000464-48-2 59
2 Bicyclo[3.1.1]heptan-3-one, 2,6,... 152 C1@H160 000547-60-4 50
3 Bicyclo[6.1.0]nonane, 9-bromo-9-... 216 C1OH17Br 059474-03-2 50
4 Pulegone 152 C10H160 000089-82-7 47
5 Cyclohexanecarboxaldehyde, 4-(hy... 142 C8H1402 092385-32-5 47

Abundance Scan 2040 (14. 257 min): VY008551.D\data.ms (-2035) (- m/z 81.10 100.00%

81.1
5.0 152.2
5000 \I\/V\MM M
‘ ‘ [0\4\.9 14.00 14:50
\\\‘\\\\\\\\‘\\\\‘\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ m/z 95.26 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29373: Bicyclo[2.2.1]heptan-2-one, 1,7,7-trimethyl-, (1S
95.0
41.0 W MM KN\ [\ M
5000 T ‘ T T T T ‘ T T
69.0 14.00 14.50
152.0 m/z 55.00 80.31%
15.0 l ‘\ 123.0, ‘
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #29427: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a
3.0
—r —
55.0 14 00 14.50
27.0 | ‘ ‘ 1100 220
S VO 10 N S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 m
Abundance #93657: Bicyclo[6.1.0]nonane, 9-bromo-9-methyl-, (1.alpt
81.0 14 00 14 50
137.0 ITI/Z 152.20 76.38%
5000 55.0 /\
27.0
109.0
il oo 2180
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 Bicyclo[4.1.0]heptane, 7-bu... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.428 31.42 ug/1l 4977 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 50
2 E-6-Octadecen-1-0l acetate 310 C20H3802 1000130-94-7 47
3 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 007764-50-3 43
4 Cyclohexanone, 2-methyl-5-(1-met... 152 C10H160 005948-04-9 43
5 6,6-Dimethyl-cyclooct-4-enone 152 C10H160 1000194-10-0 38
Abundance Scan 2068 (14.428 min): VY008551.D\data.ms (-2062) (-  m/z 152.20 100.00%
152.2
82.0
41.0
109.0
5000 1371
-
i Hu |
‘\\\\‘\\\\’\\ \\\\‘\\\\‘\\\\‘\\\ m/z 82.09 81.12%
m/z--> 20 O 100 120 140
Abundance #29502 Blcyclo[410]heptane 7-butyl-
82.0
57.0
LW
5000 T T T T ‘ T T T T
14.50
109.0 1520 Mz 95.00  64.90%
’ \ \\M‘\ \1‘2}4\()\\‘\\!\’
miz--> 20 40 60 80 100 120 140
Abundance #212164: E-6-Octadecen-1-ol acetate
43.0 82.0 1 M m
(T 1
67.0 14.50
5000 m/z 41.00 53.98%
123.0
L ) g
_Hw‘m!,u“‘h‘lMM JIL ‘lm_m,
miz--> 20 40 60 8 100 120 140
Abundance #29303: Cyclohexanone, 2-methyl-5-(1-methylethenyl)- e
67.0 14.50
95.0 m/z 66.90 53.10%
41.0
5000
110.0 152.0
137.0 ‘ A\ (\
30 O P W W14
m/z--> 20 60 100 120 140 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 wunknownl4.684 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.684 15.14 ug/1 2399 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloheptanemethanol 128 C8H160 004448-75-3 25
2 4-Methyl-2,3-hexadien-1-0l1 112 C7H120 1000196-09-6 23
3 2,3-Pentadiene, 2,4-dimethyl- 96 C7H12 001000-87-9 22
4 Spiropentane, propyl- 110 C8H14 006191-88-4 22
5 Carbonic acid, allyl cyclohexylm... 198 C11H1803 1000357-80-7 17
Abundance Scan 2110 (14.684 min): VY008551. D\data ms (-2107) (- m/z 97.00 100.00%
55.0 1.0
81.0
5000 41.0 1 m
68.2 I
H‘ ‘ 1450 15.00
e b L L1907 55,05 92.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #14337: Cycloheptanemethanol
55.0
5000 97.0
1450 1500
82.0
41.0 m/z 81.00 76.26%
27.0 ‘ 6?-0 ‘
H’\H\‘\HH“\H\“\‘\H‘\‘ll‘\‘\\\“‘\\H‘H\\‘\\H}‘\\].\]\-P\'\C)H‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #7425 4-Methyl-2,3-hexadien-1-ol
41.0 81.0 97.0
—— —
55.0 14.50 15.00
5000 m/z 67.10 71.69%
27.0 112.0
, ﬂ,
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 mm
Abundance #3276: 2,3-Pentadiene, 2,4-dimethyl- ‘
81.0 1450 1500
96.0 m/z 109.00 57.53%
39.0 530
5000
67.0
90 | Ll
H,Hmm!‘wllsmMH‘:‘HWm‘luwmwwww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 unknownl4.733 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.733  28.80 ug/l 4562 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-2-Decen-1-0l, pentafluorop... 302 C13H19F502 1000352-66-7 47
2 Cyclododecene 166 C12H22 001501-82-2 30
3 Cyclododecene, (E)- 166 C12H22 001486-75-5 30
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 27
5 1,7-Dodecadiene 166 C12H22 1000130-72-1 14
Abundance Scan 2118 (14.733 min): VY008551.D\data.ms (-2114) (- m/z 67.05 100.00%
67.0
41.0 119.0
151.2
207.2 m
‘ | ‘ ‘ ‘ 14:50 15.00
e e e e e e e e e m/z 57.20 91.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #201376: trans-2-Decen-1-ol, pentafluoropropionate
4’1
5000 119.0 hﬂm 1 WMMM
14.50 15.00
m/z 41.00 78.50%
15.0 ‘\ H i47 0175.0 203.0230.0
\H‘\H\‘HH‘\\H‘\H\‘HH‘\\H‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #41513: Cyclododecene
41,0 61.0
—— —
14.50 15.00
5000 96.0 m/z 83.10 78.00%
166.0
123 O
140,
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 {Mﬂ
Abundance #41532: Cyclododecene, (E)- i s
41.0 67.0 14.50 15.00
m/z 119.00 77.50%
5000 96.0
166.0
123.0 ﬂ ﬂ ﬂ
—
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 unknownl14.812 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.812 10.59 ug/l 1677 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 33
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 33
3 2-Pentene, 3-ethyl-4,4-dimethyl- 126 C9H18 053907-59-8 33
4 1,3-Cyclohexanedione, 5-isopropyl- 154 C9H1402 018456-87-6 28
5 1,2-Dodecanediol 202 C12H2602 001119-87-5 28

Abundance Scan 2131 (14.812 min): VY008551.D\data.ms (-2128) (- m/z 97.20 100.00%
69.0 97.2

5000
40.0

123.3 207.1

|
“ ‘ 14.50 1500

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
410 690 970

3

5000 — A
14.50 15.00
153.0 m/z 55.10  79.02%
\ “\ L\ i “‘\125-0 \“ 196.0

wllll L i |
\‘\\\\‘\\\\‘\ \\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-

£

97.0
69.0
— —
14.50 15.00
5000, A0 m/z 83.10  33.93%
153.0
| 1260 | 1810 2240
ST M RNE Bt N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13275: 2-Pentene, 3-ethyl-4,4-dimethyl- - S
69.0 97.0 14.50 15.00
41.0 m/z 40.00  30.80%
5000
126.0
B S
miz--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 unknownl4.873 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.873  13.53 ug/1 2143 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctene, 3-(1-methylethenyl)- 150 C11H18 061233-78-1 46
2 Y-Methylbicyclo(4.3.0)non-6-en-8... 150 C1@H140 1000424-65-9 38
3 Spiro[4.5]decane, 6-methylene- 150 C11H18 019144-01-5 38
4 Bicyclo[4.1.0]heptan-3-one, 7,7-... 150 C10H140 106974-32-7 38
5 Spiro[5.5]undec-1-ene 150 C11H18 000699-56-9 38

Abundance Scan 2141 (14.873 min): VY008551.D\data.ms (-2139) (-  m/z 79.20 100.00%
79.2 ,107.1 135.1

40.1

5000 166.2

14.50 15.00

“H“‘HM““‘H“‘H“,H“_“‘_“‘_“W‘L“ m/z 107.10  94.29%
miz—-> 20 40 60 80 100 120 140 160 180 200

Abundance #27758: Cyclooctene, 3-(1-methylethenyl)-
79.0

207.2

41.0

‘ ‘
14.50 15.00
m/z 135.05 94.29%

5000 107.0 1350

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27585: Y-Methylbicyclo(4.3.0)non-6-en-8-one
1

35.0
P e
109.0 14.50 15.00
79.0 m/z 93.00 92.38%
5000 : M
2]
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #27750: Spiro[4.5]decane, 6-methylene-
93.0 14.50 15.00
135.0 m/z 81.10  90.48%
5000 67.0
41.0
HT S — —LL
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\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 unknownl5.214 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.214  13.48 ug/l 2135 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (3,3-dimethylpentyl)- 182 C13H26 061142-22-1 23
2 Isobutyramide, N-methallyl- 141 C8H15NO 1000339-96-0 9
3 1-Tricosene 322 C23H46 018835-32-0 9
4 (1R,2S)-2-Acetyl-1-methylcyclobu... 170 C9H1403 068225-41-2 9
5 17-Pentatriacontene 491 C35H70 006971-40-0 9
Abundance Scan 2197 (15 214 min): VY008551.D\data.ms (-2194) (- m/z 71.00 100.00%
71.0
207.1
5000 ﬂh M
L
H 09.0 15.00 15.50
i “ — m/z 43.05 56.30%
m/z--> 50 100 150 200 250 300
Abundance #56976: Cyclohexane, (3,3-dimethylpentyl)-
71.0
5000
15 00 15 50
m/z 207.10 53.33%
29.# 110 1930
T “\ ‘\‘ ‘““\ H‘\H\ h’ \‘ T T T ““ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz-> 50 100 150 200 250 300
Abundance #21943: Isobutyramide, N-methallyl-
71.0
— —
15.00 15.50
5000 m/z 97.10 40.37%
27.0 141.0
T
miz--> 50 100 150 200 250 300 n WMM
Abundance #227234: 1-Tricosene I A
43.0, 83.0 15.00 15.50
m/z 56.00 39.63%
5000
25.0
s M ‘ ‘w j 180 3
m/z--> 50 100 150 200 250 300 1500 1550

82Y042122S.M Fri Apr 29 13:47:17 2022 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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 unknownl5.275 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.275 10.01 ug/l 1585 1,4-Dichlorobenzene-d4 13.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (6R,7aS)-3,6-Dimethyl-5,6,7,7a-t... 166 C10H1402 075684-66-1 45
2 Cycloundecene, 1-methyl- 166 C12H22 088828-82-4 27
3 1-Methylcycloheptene 110 C8H14 055308-20-8 25
4 Cyclohexene, 1,2-dimethyl- 110 C8H14 001674-10-8 22
5 (6R,7aR)-3,6-Dimethyl-5,6,7,7a-t... 166 C10H1402 038049-04-6 22
Abundance Scan 2207 (15.275 min): VY008551.D\data.ms (-2202) (-  m/z 78.90 100.00%
78.9
137.0
207.1
5000 43.2 166.4
110.1
R
15.00 15.50

e A e e e e m/z 66.900 75.50%
m/z-> 20 40 60 80 100 120 140 160 180 200

Abundance #41308: (6R,7aS)-3,6-Dimethyl-5,6,7,7a-tetrahydrobenzo
67.0 166.0

137.0

109.0

5000, 390 —
15.00 15.50

m/z 97.20 60.26%

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

Abundance #41548: Cycloundecene, 1-methyl-
Wil
41.0 166.0 R
15.00 15.50
5000 m/z 91.10 59.60%
123.0
M‘\”“m‘u‘h\H“,\\‘H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6700: 1-Methylcycloheptene
67.0 15.00 15.50
m/z 137.00 58.28%
95.0
5000
39.0
, —H -
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY042822\
Data File : VY008551.D

Acqg On : 28 Apr 2022 16:33
Operator : KP/MD

Sample : N2600-04

Misc : 5.01g/5.0mL/MSVOA_Y/SOIL

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y042122S.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|
1,1'-Bicyclopentyl 13.751 32.6 ug/l 5171 4 13.428 7921 50.0
Dodecanal 14.142 16.9 ug/l 2686 4 13.428 7921 50.0
Bicyclo[2.2.1]h... 14.257  54.6 ug/l 8643 4 13.428 7921 ©50.0
Bicyclo[4.1.0]h... 14.428 31.4 ug/l 4977 4 13.428 7921 50.0
unknownl4.684 14.684 15.1 ug/l 2399 4 13.428 7921 50.0
unknownl14.733 14.733 28.8 ug/l 4562 4 13.428 7921 50.0
unknownl14.812 14.812 10.6 ug/l 1677 4 13.428 7921 50.0
unknown14.873 14.873 13.5 ug/l 2143 4 13.428 7921 50.0
unknown15.214 15.214 13.5 ug/l 2135 4 13.428 7921 50.0
unknown15.275 15.275 10.0 ug/l 1585 4 13.428 7921 50.0
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