LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO70323SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26527.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.168 44 46 49 rBv4 3116 3715 0.03% 0.003%
2 2.216 51 54 56 rBv4 5029 6938 0.06% 0.006%
3 2.363 71 78 91 rBV 121953 361833 3.10% 0.300%
4 2.631 117 122 124 rBV6 7340 14971 0.13% 0.012%
5 2.905 156 167 168 rBV 131287 301416  2.59% 0.250%
6 3.387 239 246 252 rBV5 6392 12972 0.11% 0.011%
7 3.783 300 311 316 rBVS 6139 20192 0.17% 0.017%
8 4.021 338 350 360 rBV 263236 905620 7.77% ©.750%
9 4.119 360 366 379 rVB 124922 355658 3.05% 0.295%
10 4.393 400 411 420 rBV 17031 55032 0.47% 0.046%
11  4.923 487 498 500 rBv2 17231 45572 0.39% 0.038%
12 5.009 504 512 530 rVB2 47437 187452 1.61% 0.155%
13 5.344 562 567 569 rVB6 1962 3566 ©0.03% 0.003%
14 5.423 574 580 581 rBV5S 8164 13808 0.12% 0.011%
15 5.783 637 639 643 rVW5 2129 3561 ©0.03% 0.003%
16 5.947 657 666 673 rBv4 10149 30914 0.27% 0.026%
17 6.124 687 695 696 rVB8 2062 4017 ©0.03% 0.003%
18 6.216 702 710 723 rVB 39111 115692 ©.99% 0.096%
19 6.728 792 794 800 rVB7 3171 5638 0.05% 0.005%
20 6.978 829 835 836 rBV6 4714 7337 0.06% 0.006%
21 6.996 836 838 843 rVB6 4070 5397 0.05% 0.004%
22 7.075 843 851 859 rBV2 109294 317151 2.72% 0.263%
23 7.173 860 867 878 rVB3 75013 225665 1.94% 0.187%
24 7.648 933 945 959 rBV 529781 1292315 11.09% 1.070%
25 7.953 985 995 1003 rVW5 32785 110870 ©.95% 0.092%
26 8.026 1005 1007 1016 rVBS8 7974 16773 0.14% 0.014%
27 8.154 1021 1028 1035 rBvV2 20528 48308 0.41% 0.040%
28 8.276 1035 1048 1064 rBV2 1030698 3158739 27.10% 2.616%
29 8.441 1067 1075 1078 rBV7 9220 24926 0.21% 0.021%
30 8.569 1093 1096 1104 rVB6 11257 24151 0.21% 0.020%
31 8.697 1113 1117 1126 rBV3 11887 24777 0.21% 0.021%
32 8.843 1132 1141 1151 rBV 1202499 2398996 20.58% 1.987%
33 9.075 1173 1179 1186 rBV 34796 90172 0.77% 0.075%
34 9.276 1203 1212 1218 rBV 734147 1573234 13.50% 1.303%
35 9.331 1218 1221 1227 rVB3 108722 204383 1.75% 0.169%
36 9.605 1262 1266 1271 rVB2 20315 35112 ©0.30% 0.029%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO70323SMA.M
Title : SFAMO1.0
37 9.752 1284 1290 1296 rBV4 30916 68162 ©0.58% 0.056%
38 9.898 1309 1314 1318 rBV4 27024 51151 0.44% 0.042%
39 9.959 1319 1324 1327 rVV3 50833 98668 0.85% 0.082%
40 10.032 1331 1336 1342 rVV 392242 717396 6.15% 0.594%
41 10.093 1343 1346 1361 rVB2 58145 142559 1.22% 0.118%
42 10.325 1376 1384 1392 rBV 13886063 2567717 22.03% 2.127%
43 10.502 1408 1413 1419 rVB3 41810 87872 0.75% 0.073%
44 10.575 1420 1425 1435 rVV 238717 433168 3.72% ©.359%
45 10.660 1436 1439 1444 rVB2 37779 65899 0.57% 0.055%
46 10.764 1451 1456 1459 rBV3 28539 53161 0.46% 0.044%
47 10.922 1476 1482 1493 rBV2 451735 862218 7.40% 0.714%
48 11.032 1497 1500 1504 rVV 43382 61716 ©.53% 0.051%
49 11.111 1510 1513 1515 rBvV3 24147 30963 0.27% 0.026%
50 11.178 1520 1524 1527 rBV 56527 92642 0.79% 0.077%
51 11.227 1528 1532 1538 rBV 108918 211021 1.81% 0.175%
52 11.282 1539 1541 1544 rBvV3 40216 58674 0.50% 0.049%
53 11.507 1574 1578 1586 rVB 119653 191486 1.64% 0.159%
54 11.629 1591 1598 1606 rBV 1437177 2418585 20.75% 2.003%
55 11.727 1611 1614 1618 rBV 76772 101697 ©.87% 0.084%
56 11.843 1624 1633 1635 rBV3 175778 389988 3.35% 0.323%
57 12.056 1665 1668 1673 rVB3 112680 183945 1.58% 0.152%
58 12.135 1674 1681 1687 rBV3 360371 848938 7.28% 0.703%
59 12.251 1695 1700 1704 rVB 473354 773145 6.63% 0.640%
60 12.361 1704 1718 1726 rBv4 563688 2182017 18.72% 1.807%
61 12.501 1738 1741 1745 rVB3 208522 269509 2.31% 0.223%
62 12.690 1766 1772 1778 rBV2 697134 1420491 12.19% 1.176%
63 12.775 1783 1786 1793 rVB4 481306 859483 7.37% 0.712%
64 12.855 1793 1799 1803 rBv4 348321 778261 6.68% 0.645%
65 12.934 1805 1812 1817 rBV5 860505 2187815 18.77% 1.812%
66 12.989 1818 1821 1826 rVB3 499760 758741 6.51% 0.628%
67 13.038 1826 1829 1830 rBV3 83017 102255 ©0.88% 0.085%
68 13.074 1831 1835 1839 rBV 602140 870751 7.47% 0.721%
69 13.123 1839 1843 1846 rBV3 560157 930703 7.98% 0.771%
70 13.160 1846 1849 1855 rVB3 484058 834020 7.16% 0.691%
71 13.288 1863 1870 1875 rBV 881791 1574689 13.51% 1.304%
72 13.342 1875 1879 1882 rBV 641059 978827 8.40% 0.811%
73 13.446 1887 1896 1899 rVV7 1458096 3112499 26.70% 2.578%
74 13.477 1899 1901 1907 rVB5 621750 942108 8.08% 0.780%
75 13.556 1909 1914 1917 rBV 803039 1260699 10.82% 1.044%

76 13.696 1931 1937 1946 rBV6 704071 2024384 17.37% 1.677%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % 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_ W\Method\SFAMWLMO70323SMA.M
Title : SFAMO1.0
77 13.794 1950 1953 1957 rBV 812066 1252317 10.74% 1.037%
78 13.873 1958 1966 1970 rBV4 3017647 6446806 55.31% 5.339%
79 13.916 1970 1973 1978 rVB3 977472 1320481 11.33% 1.094%
80 13.976 1979 1983 1986 rBV2 1142076 1593247 13.67% 1.320%
81 14.019 1987 1990 1994 rBV4 546762 1029355 8.83% ©0.853%
82 14.129 2005 2008 2014 rVB2 1520915 2428817 20.84% 2.012%
83 14.190 2014 2018 2022 rBV3 998702 1634257 14.02% 1.354%
84 14.257 2024 2029 2035 rBV4 1493493 2542793 21.82%  2.106%
85 14.312 2035 2038 2042 rBV3 592588 758676 6.51% 0.628%
86 14.379 2043 2049 2054 rBV3 3818715 6907555 59.26% 5.721%
87 14.489 2064 2067 2069 rBV3 397915 540505 4.64% 0.448%
88 14.543 2073 2076 2081 rVB3 1473467 2428603 20.84% 2.011%
89 14.653 2091 2094 2098 rBV 817962 1080161 9.27% 0.895%
90 14.732 2104 2107 2112 rBV4 787798 1193475 10.24% 0.988%
91 14.793 2112 2117 2119 rBV2 2350249 4096373 35.14%  3.393%
92 14.836 2120 2124 2134 rVB4 4933721 11533671 98.95% 9.552%
93 15.117 2167 2170 2173 rBV3 698103 903379 7.75% 0.748%
94 15.318 2198 2203 2210 rVB 6943586 11656020 100.00% 9.654%
95 15.391 2210 2215 2220 rBV4 1477760 3383198 29.03% 2.802%
96 15.501 2230 2233 2239 rVB4 1265458 2338252 20.06% 1.937%
97 15.574 2239 2245 2250 rBV6 1053552 2451807 21.03% 2.031%
98 15.623 2250 2253 2255 rBV3 820618 1205368 10.34% 0.998%
99 15.720 2266 2269 2278 rVB4 1900893 3599071 30.88% 2.981%
100 16.275 2355 2360 2368 rVB 2540902 4812773 41.29%  3.986%

Sum of corrected areas: 120741856
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54

Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
. SFAM@1.0

TIC Library
TIC Integration Parameters:

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

Abundance TIC: VW026527.D\data.ms
8000000
6000000
4000000
2000000
ol 22088363 2631 2:905 3.387 783 498419 4393 492009 55423  5.785.947.10216
\\‘\\\\‘\\\\\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\
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: VW026527.D\data.ms
8000000
6000000
4000000
2000000 10,325 11.629
7.648 9.276 10.922
O@M@ﬁ N 7wmw 8.48.560697 wmAﬁ-%wmg@33 %%4mm B211.50711.727
Ll e AR ; —— s
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10,00 10,50 1100 11.50
Abundance TIC: VW026527.D\data.ms
15.818
8000000 14.836
6000000
14.379
14.793
13.873 15720 16.275
4000000 14543 .
15.117 '
25
13446 "‘I,' 4. 5 “ A ‘ “‘
2000000 h‘ 6 l“ i
18364501 0 ,’.,_‘;' Ml il A‘
a2 N
O T ‘ T T T T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 1250 1300 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_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic5.009 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
5.009 1.95 ug/L 187452  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane 70 C5H10 000287-92-3 64
2 Cyclopentane 70 C5H10 000287-92-3 64
3 Cyclopentane 70 C5H10 000287-92-3 64
4 1-Pentene 70 C5H10 000109-67-1 59
5 Cyclobutane, methyl- 70 C5H10 000598-61-8 47
Abundance Scan 512 (5.009 min): VW026527.D\data.ms (-504) (-) m/z 42.10 100.00%
42.1
5000 700 Jk
RRREEEEEEE S e
. 4.60 4.80 5.00 5.20 5.40
0Ll 998 1274 17652037 2348 0 55 19 42.79%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #636: Cyclopentane
42.0
5000 [ L L B R
4.60 4.80 5.00 5.20 5.40
70.0 m/z 70.85  37.52%
O \‘\\\\‘\‘\‘\\H“\\\\‘\\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance
42.0
RO R e
4.60 4.80 5.00 5.20 5.40
5000 m/z 41.05 33.46%
70.0
0 15.0
e R e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220
Abundance #635: Cyclopentane O AREaREEEEea S
42.0 4.60 4.80 5.00 5.20 5.40
m/z 39.00 28.95%
5000
70.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
10.093 1.49 ug/L 142559 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,3,4-tetramethyl- 128 C9H20 016747-38-9 50
2 Nonane, 5-methyl- 142 C10H22 015869-85-9 49
3 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 47
4 Oxalic acid, isohexyl propyl ester 216 C11H2004 1000309-32-6 47
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 47
Abundance Scan 1346 (10.093 min): VW026527.D\data.ms (-1343) ( m/z 43.10 100.00%
43.1
85.1
RS
145.0 194.3 :
(L. L‘ h, “M bl SR s 2301 2760 s 57,10 77.46%
miz--> 50 100 150 200 250
Abundance #14596: Pentane, 2,3,3,4-tetramethyl-
43.0
85.0
5000 — :
10.00
m/z 85.10 53.31%
O T T M\ ‘\“ "\ ‘\‘ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
43.0
RN \
10.00
85.0
5000 m/z 41.10 38.14%
142.0
0 Ly
m/iz--> 50 100 150 200 250
Abundance #14605: Pentane, 3-ethyl-2,4-dimethyl- e ‘
43.0 10.00
m/z 84.10 36.17%
B T M\JM
NELIEIE ‘ 0 —
m/z--> 50 100 150 200 250 10.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Cyclic11.227 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.227 2.18 ug/L 211021  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 81
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 59
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 59
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 59

Abundance Scan 1532 (11.227 min): VW026527.D\data.ms (-1528) ( m/z 111.10 100.00%

69.1 111.1
5000 41.1

‘ | h 11,00 11.50
|

\ 1649 2088  267. )
el e 2908 2008 T m/z 69.10  83.87%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

5000 41.0

o

m/z 55.10  48.96%

H L\‘ \‘\ \‘ “\ |
HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
69.0 111.0

o

5000 41.0 m/z 41.10  44.72%
0130 /Mmf\ﬁVJJLJMWJK/VN
T T T P T T T T
mlz--> 20 40 60 80 100120140160180200220240260
Abundance #13257: Cyclohexane, 1,3,5-trimethyl- T —
69.0 111.0 11.00 11.50

m/z 43.10 38.03%

5000 41.0 M
H ‘\H \‘\ h‘ | | ‘

Ot by e e e e e — —
miz--> 20 40 60 80 100120140160 180 200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.507 1.98 ug/L 191486  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 72
2 Octane, 3-methyl- 128 C9H20 002216-33-3 64
3 Heptane, 4-(1-methylethyl)- 142 C16H22 052896-87-4 50
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 50
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 50
Abundance Scan 1578 (11.507 min): VW026527.D\data.ms (-1574) ( m/z 57.10 100.00%
57.1
w0 M\ka
T \
| 98\.1 128.1 193.3 150
ol Al dg ) 1281 163.2193.3223.7 261.9 m/z 41.10  31.98%
miz--> 50 100 150 200 250
Abundance #14528: Octane, 3-methyl-
57.0
5000 —
11.50
98.0 m/z 43.10 28.16%
vo | "
O T T “\ ‘\‘ “\ ” T T h‘ \1\28\.(\) ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
T \
11.50
5000 m/z 56.10 21.91%
27.0 98.0
128.0
o— A
m/iz--> 50 100 150 200 250
Abundance #22132: Heptane, 4-(1-methylethyl)- —— ‘
57.0 11.50
m/z 98.10 16.48%
5000
27.0 98.0
okl L 20 o
m/z--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
12.056 1.90 ug/L 183945  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 72
2 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
3 4,4-Dimethyl octane 142 C1leH22 015869-95-1 72
4 Heptane, 2,4,6-trimethyl- 142 C1eH22 002613-61-8 68
5 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 59
Abundance Scan 1668 (12.056 min): VW026527.D\data.ms (-1665) ( m/z 57.10 100.00%
57.1
5000 85.1 MN\]\M
12.00 |
142.2 :
0 H‘,"H““H“"““W‘;“‘1}‘2“1‘m_“‘,1‘7”1‘?””29@““‘?‘3”5,“ m/z 43.10  84.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14520: Nonane
43.0
5000 R :
12.00
85.0 m/z 85.10  42.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
T
12.00
5000 m/z 41.10 38.80%
85.0
0 114.0
T T e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22087: 4,4-Dimethyl octane 7 ‘
57.0 12.00
85.0 m/z 56.10 34.03%
5000
290
Il \‘ M‘ ‘\ 1270
0 m,‘m_m_‘H‘HH‘HH‘wm‘m‘,wwwwm,‘ I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
12.135 8.78 ug/L 848938 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,5-dimethyl- 142 C10H22 015869-89-3 46
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 43
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 43
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 43
5 2-Undecene, 4,5-dimethyl-, [R*,S... 182 C13H26 055170-93-9 43

Abundance Scan 1681 (12.135 min): VW026527.D\data.ms (-1674) ( m/z 57.10 100.00%

57.1
97.1
5000

=
M | 126.1 12.00 12.50
ol il | 157019092203 278« ., 55.1p  83.34%

i
m/z--> 50 100 150 200 250
Abundance #22090: Octane, 2,5-dimethyl-
57.0

5000

S—
12.00 12.50

m/z 43.10 77.90%
L |

27.0 99.0
O T T H\ ‘\“‘ ‘ ‘ T T T T “‘ T T }4.\‘2 -’0 T T T T ‘ T T T T ‘ T T T
m/z--> 50 100 150 200 250
Abundance
55.0 97.0

—
12.00 12.50

5000 m/z 97.10 71.85%
26.0
0" e o — —
m/z--> 50 100 150 200 250
Abundance #22092: Octane, 3,5-dimethyl- — —
57.0 12.00 12.50

m/z 41.10 62.64%

5000
210‘ | 99.0
Il

‘ 142.0
ol by L[y 1420

T T
m/z--> 50 100 150 200 250 12.00 12.50

SFAMWLMO70323SMA.M Thu Jul @06 12:45:26 2023 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
. SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
12.251 7.99 ug/L 773145  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
2 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 91
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
4 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 87
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78

Abundance Scan 1700 (12.251 min): VW026527.D\data.ms (-1695) ( m/z 57.10 100.00%

57.1
5000

=
113.2 12.00 12.50

0 ““Jw‘:‘ﬂ“‘d‘?fﬂl“¥99§“ 25202858 n/7 71.10  60.70%

m/z--> 50 100 150 200 250
Abundance #22095: Octane, 3,6-dimethyl-
57.0

5000 ]
12.00 12.50
m/z 43.10 53.18%

\ 113.0
.0 0
m/z--> 50 100 150 200 250
Abundance

57.0

—
12.00 12.50

o

5000 m/z 41.10 40.39%
113.0
26.0
o>~ s L
m/z--> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl- —— —
57.0 12.00 12.50

m/z 56.10  34.20%

5000
113.0
150 | | ‘\

o

. —
miz--> 50 100 150 200 250 12.00 12.50

SFAMWLMO70323SMA.M Thu Jul @06 12:45:26 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 (DEL) Alkane: Straight-Chai... Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
12.361  22.55 ug/L 2182020 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 90
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 83
3 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 78
4 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 64
5 3-Undecene, 6-methyl-, (E)- 168 C12H24 074630-52-7 59
Abundance Scan 1718 (12.361 min): VW026527.D\data.ms (-1704) (  m/z 57.10 100.00%
57.1
5000
98.1
— ——
H m 1401 , 12.00 12.50
oM d ) 140117412051 2810y, 43.10  52.70%
miz--> 50 100 150 200 250
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 98.0 ‘\ T
12.00 12.50
m/z 41.10 42.70%
27.0
O T T H\ H ““\ ‘m \“‘\ “ \‘ T 1\-4.\2.9\ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
— ——
12.00 12.50
5000 m/z 98.10 33.53%
27.0 98.0
142.0
ol e
m/iz--> 50 100 150 200 250
Abundance #74021: Octane, 4,5-dipropyl- T T
57.0 12.00 12.50
m/z 55.10 24.94%
5000
98.0
27.0
oLl 1950 1o R
m/z--> 50 100 150 200 250 12.00 12.50

SFAMWLMO70323SMA.M Thu Jul @06 12:45:27 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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@ (DEL) Alkane: Cyclicl12.775 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.775 17.04 ug/L 859483  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 CSH18 002040-95-1 53
2 Cyclopentane, butyl- 126 C9H18 002040-95-1 49
3 Cyclopentane, (2-methylpropyl)- 126 C9H18 003788-32-7 46
4 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 43
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 43

Abundance Scan 1786 (12 775 min): VWO026527.D\data.ms (-1783) ( m/z 69.10 100.00%

4.1
41. 125.2
5000

96.1

—
h 12.50 13.00
L1

S ‘m“H“H‘_“w‘%ﬁ?ﬂ:‘ﬁ94ﬂn‘?%ﬁ4 m/z 70.10 81.81%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13194: Cyclopentane, butyl-
41.0 69.0
5000 1250 1300
97.0 : : .
m/z 55.10 81.15%
126.0
140 11
\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
41.0 @90

T
12.50 13.00

o

o

5000 ITI/Z 41.10 62.47%
97.0 126.0
(R R R N AR RRS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13271: Cyclopentane, (2-methylpropyl)- T —
41.0 69.0 12.50 13.00

m/z 125.15 57.93%

5000
111.0
15.0 M | ‘ | ‘ |

R S A -
miz--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

SFAMWLMO70323SMA.M Thu Jul @06 12:45:28 2023 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 11 (DEL) Alkane: Straight-Chai... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.855 15.43 ug/L 778261 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Menthane, (1S,3R)-(+)- 140 C1leH20 013837-66-6 72
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 68
3 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 64
4 m-Menthane, (1S,3S)-(+)- 140 C10H20 013837-67-7 64
5 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 64
Abundance Scan 1799 (12.855 min): VW026527.D\data.ms (-1793) ( m/z 55.10 100.00%
55.1
97.1
5000
P e
‘ 140.2 1052 12.50 13.00
Oberrrrrlll gl 166219322202 0 97 19 74.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20709: m-Menthane, (1S,3R)-(+)-
55.0 97.0
5000 = ——
12.50 13.00
140.0 m/z 41.10  46.36%
27.0 ‘
OHH‘\MHM\‘M“\”‘\\”“‘H‘\‘H‘HH“\‘HH‘\H\‘HH‘HH“H\‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
55.0
97.0 _ —
12.50 13.00
5000 m/z 69.10 45, 24%
27.0
140.0
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #175841: Oxalic acid, di(cyclohexylmethyl) ester — ——
55.0 97.0 12.50 13.00
m/z 81.10 38.83%
h LAJ/&\/\K]J\mef\/«\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50 13.00

SFAMWLMO70323SMA.M Thu Jul @06 12:45:29 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 12 (DEL) Alkane: Cyclic12.934 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.934  43.38 ug/L 2187820 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-propyl- 140 C10H20 004291-79-6 87
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 83
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 64
4 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 64
5 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 58
Abundance Scan 1812 (12.934 min): VW026527.D\data.ms (-1805) ( m/z 55.10 100.00%
55.1 97.1
5000
——
| 14?'2 13.00
ol M) 36831931 222.22468  h/; 97.10  97.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20743: Cyclohexane, 1-methyl-2-propyl-
97.0
55.0
5000 T
13.00
m/z 41.05 47 .37%
29'0‘ | ‘ 140.0
O‘\M\\i”\\‘\“\“\“U\\H‘H}\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55.0 97.0
——
13.00
5000 m/z 69.10 33.78%
29.0 140.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane ——
55.0 13.00
m/z 43.10 28.43%
5000
126.0
29.0 ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00

SFAMWLMO70323SMA.M Thu Jul @06 12:45:29 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 13 (DEL) Alkane: Cyclic12.989 Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
12.989  15.05 ug/L 758741 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 59
2 m-Menthane, (1S,3R)-(+)- 140 C10H20 013837-66-6 58
3 Cyclohexane, 1-methyl-3-(1-methy... 140 C10OH20 016580-24-8 53
4 Oxalic acid, di(cyclohexylmethyl... 282 C16H2604 1000309-68-5 53
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 53
Abundance Scan 1821 (12.989 min): VW026527.D\data.ms (-1818) ( m/z 55.10 100.00%
55.1 97.1
5000 W
140.2 —
Iy ‘ 19222217 281 1300
Olrrrprretelby bbb bt perer et e et 28 m/z 97.16 95.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #20787: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
55.0 97.0
5000 T
13.00
m/z 96.10  34.32%
‘ “ 140.0
O]\-ﬁl‘(\)u\\““\\\Hl"\u‘\\"\\\“HH‘H\\}HH‘\H\’\H\’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
55.0 97.0
——
13.00
5000 m/z 41.10 31.26%
140.0
NS
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #20771: Cyclohexane, 1-methyl-3-(1-methylethyl)- ——
55.0 13.00
m/z 82.10  27.24%
97.0
5000
0280l 4 AU
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 14 (DEL) Alkane: Cyclic13.038 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
13.038 2.03 ug/L 102255 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 81
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 81
3 Cyclohexane, 1,4-dimethyl-, trans- 112 C8H16 002207-04-7 72
4 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
5 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
Abundance Scan 1829 (13.038 min): VW026527.D\data.ms (-1826) ( m/z 55.10 100.00%
55.1
97.1
5000 M
‘ 13.00 |
1401 :
(- ‘L“p‘u m“ Il ~7a70.0 22182839 m/z 97.10 82.68%
miz--> 50 100 150 200 250
Abundance #7690: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
5000 — :
13.00
m/z 57.10  66.53%
0 T L — | — | —
miz--> 50 100 150 200 250
Abundance
55.0 97.0
T
13.00
5000 m/z 41.10 50.52%
15.0
I
m/iz--> 50 100 150 200 250
Abundance #7687: Cyclohexane, 1,4-dimethyl-, trans- —— ‘
55.0 97.0 13.00
m/z 43.10 48.75%
- MWM
150 I J
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 15 (DEL) Alkane: Straight-Chai... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
13.074 17.27 ug/L 870751 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 83
2 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 80
3 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 72
4 Tridecane 184 C13H28 000629-50-5 64
5 10-Methylnonadecane 282 C20H42 056862-62-5 59

Abundance Scan 1835 (13.074 min): VW026527.D\data.ms (-1831) ( m/z 43.10 100.00%

43.1
71.1
5000
111.1
T
‘ ‘ ‘ 140.2 13.00
o_mi‘m_‘1u“‘mH“_uu‘MMH}‘m_}5‘2‘:‘1‘%99-9‘mw?ﬁ?;? m/z 57.10  86.66%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
71.0
5000 S :
13.00
m/z 41.10  63.27%
126.0
O‘\‘\‘\\“‘}\\“‘\\‘{\“\‘\9\\9“‘.\()\”\‘\h\\\‘\]-\5\\6‘.9\\‘H\\‘\\\\‘\\H‘\H\‘H\\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
57.0
T
85.0 13.00
5000 ITI/Z 69.10 59.90%
29.0 112.0141.0
0 203.0
R B e R B S RAAELRARREE
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #108991: Carbonic acid, decyl vinyl ester ——
43.0 13.00
m/z 71.10 53.16%
B i m
140.
h‘ \H H \H\ ‘hllﬁno (\)O 185.0
O bl i e A
m/z--> 20 40 60 80 100120140160 180200 220 240 260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
13.123  18.46 ug/L 930703 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 43
2 Carbonic acid, isobutyl octadecy... 370 C23H4603 1000314-61-5 43
3 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 38
4 Decane, 5-methyl- 156 C11H24 013151-35-4 38
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
Abundance Scan 1843 (13.123 min): VW026527.D\data.ms (-1839) (  m/z 57.10 100.00%
57.1
97.1
5000
| 5o 18
140.2 : :
om,w‘i‘muJe”m‘H!HH\HJM_H‘lef??nz‘m???-?’_HW?‘?’%-F m/z 43.10  73.90%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #90190: Pentadecane
57.0
5000 —r— ——
85.0 13.00 13.50
29.0 m/z 97.10  61.94%
ol 18014101680 2120
\H’\H\‘H\\‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance
57.0
—— —
13.00 13.50
5000 ITI/Z 41.10 53.94%
97.0
29.0
. 12501530 183.0 224.0253.0
AR A L p e e RARRaEamaas RS S
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #7613: Cyclohexane, 1,1-dimethyl- —— ——
97.0 13.00 13.50
55.0 m/z 55.10 51.11%
5000
27.0 ‘
o T I ———
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
13.160 16.54 ug/L 834020 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-methyl- 156 C11H24 002847-72-5 80
2 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 72
3 4-Methyl-3-heptanol, trifluoroac... 226 C10H17F302 1000365-51-8 72
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 72
5 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 72

Abundance Scan 1849 (13.160 min): VW026527.D\data.ms (-1846) ( m/z 71.10 100.00%

71.1
43.1
5000

/-
111 13.00 13.50

0 m,uH“MU‘,MMHe‘mmw}‘},‘1"‘1“_““1‘94;?"‘2‘2“4‘-‘1‘_‘?‘?‘5‘:7 m/z 43.10  80.97%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #33082: Decane, 4-methyl-
43.0 710
5000 — —
13.00 13.50

m/z 57.10 61.69%

‘ 112.0
J"‘S"vqh”‘i“”‘h‘v‘”w“‘mW!‘w“‘v‘1‘5“6\'9”w”\‘”wmw““‘”‘ W
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance
71.0

=
13.00 13.50
5000 43.0 m/z 41.10 47.35%

112.0
0 188.0
T T T T T T T T T T [ T T T
m/z--> 20 40 60 80 100120140160180200220240260

Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate —
43.0 71.0 13.00 13.50

m/z 70.10 42.62%

5000
112.0
15-0” H \}‘ ‘\ ‘\ 1540 196.0

Ottt bt e e e —— ——
m/z--> 20 40 60 80 100120 140160180 200220 240 260 13.00 13.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 19 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.342 19.41 ug/L 978827 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 72
2 Decane, 3-methyl- 156 C11H24 013151-34-3 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
5 Nonadecane 268 C19H40 000629-92-5 64
Abundance Scan 1879 (13.342 min): VW026527.D\data.ms (-1875) ( m/z 57.10 100.00%
57.1
5000 w/\jm
127.1 T LN
‘ ‘ 10 ‘ 13.00 13.50
ol A i A 16311934 2347 2779 4/, 7110 76.03%
miz--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 — ——
13.00 13.50
m/z 43.10 67.76%
L 127.0
O \2\4& ‘\‘ ‘ ‘\ ‘1‘ T T “’ T T ‘\ T ’ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance
57.0
— ——
13.00 13.50
5000 m/z 41.10 46.60%
126.0
014.0 96.0
—
m/iz--> 50 100 150 200 250
Abundance #141056: Octadecane “ —
57.0 13.00 13.50
m/z 85.10 46.24%
5000
‘ 99.0
ol26l0) | | |, 110 1830 2500 ST
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 20 (DEL) Alkane: Cyclicl3.446 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.446 61.72 ug/L 3112500 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 87
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 81
3 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 80
4 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 72
Abundance Scan 1896 (13.446 min): VW026527.D\data.ms (-1887) ( m/z 83.10 100.00%
55.1 83.1
5000
e
M 1091 140.21652 207.2 1350
OFrrrprrrriies At bR e e M/z 55.1@ 86.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000 1
13.50
29.0 140.0 m/Z 82.10 67 .89%
o mo
O \\\‘\}\\i\\\\"\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
83.0
e
55.0 13.50
5000 m/z 41.10 47 .73%
29.0 154.0
0 111.0
R R R R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20736: Cyclohexane, (2-methylpropyl)- ——
55.0 83.0 13.50
m/z 67.10 25.09%
5000
27.0 140.0
I 0 e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 21 unknown-01 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
13.477 18.68 ug/L 942108 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 3-butyl- 154 C10H180 039178-69-3 38
2 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 38
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 27
4 Undecane 156 C11H24 001120-21-4 22
5 Undecane 156 C11H24 001120-21-4 22
Abundance Scan 1901 (13.477 min): VW026527.D\data.ms (-1899) ( m/z 57.10 100.00%
57
97.1
5000
139.2 —r
‘ ‘ ‘ ‘ 1031 13.50
O el bl i 2832 1931 2200 s 97,10 80.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31030: Cyclohexanone, 3-butyl-
97.0
5000 1
55.0 13.50
m/z 43.10 74.68%
154.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
97.0
——
13.50
so00l M0 710 m/z 71.10  46.93%
140.0
Ot e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74011: Tridecane, 6-methyl- e
57.0 13.50
m/z 69.10 46.68%
5000
290 e 126.0
o\\\\u\\lﬁgo -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 22 (DEL) Alkane: Cyclic13.696 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.696 40.14 ug/L 2024380 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 62
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 50
3 Cyclohexane, (1,2-dimethylpropyl)- 154 C11H22 051284-29-8 43
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 43
5 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 43

Abundance Scan 1937 (13.696 min): VW026527.D\data.ms (-1931) ( m/z 69.10 100.00%
69.1

411
5000 111.1

1ot 1350  14.00
193.2 : :
0 H‘_‘Hmuﬂqﬂ‘uwmhﬂmuyhmﬁuk‘u‘w‘ww‘??ﬂﬁuw“ m/z 41.10 59.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13244: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0 111.0
5000 — —
13.50 14.00

m/z 55.10  59.02%

:I“TS“RHH H\J‘“‘\h‘”u‘dhH““‘}““‘H‘HH‘H‘“HH‘HH‘HH“H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
69.0

T
41.0 13.50 14.00

o

111.0
5000 ITI/Z 57.10 47 .72%
o IS, O O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #31471: Cyclohexane, (1,2-dimethylpropyl)- —— —
69.0 13.50 14.00
111.0 m/z 56.10 39.80%
5000
N Wﬂﬂvﬂwkﬂvmeﬁmﬁﬁ\ﬂ[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 23 Benzene, 1,4-diethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.794  24.83 ug/L 1252320 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 98
2 Benzene, 1,4-diethyl- 134 C1leH14 000105-05-5 97
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
5 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
Abundance Scan 1953 (13.794 min): VW026527.D\data.ms (-1950) ( m/z 119.10 100.00%
119.1
5000 r\ A i
77.1
411 ‘ 13.50 14.00
Py VT R A 15621911 2452 298¢ /7 105.10  92.07%
miz-> 50 100 150 200 250 300
Abundance #17029: Benzene, 1,4-diethyl-
105.0
5000 — Vet
13.50 14.00
51.0 m/z 134.05 44.32%
01‘5\"0‘\‘ H }‘H \‘h ’\“‘L‘ A R
miz--> 50 100 150 200 250 300
Abundance
119.0 J\“
—— =
13.50 14.00
5000 m/z 91.10 36.25%
a10 70
o
miz--> 50 100 150 200 250 300
Abundance #17032: Benzene, 1,2-diethyl- — —
119.0 13.50 14.00
m/z 77.10 18.54%
5000
39.0 77.0
I VN A Y N O bl S
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 24 (DEL) Alkane: Cyclic13.977 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.977  31.59 ug/L 1593250 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, (2-methylbutyl)- 140 C1eH20 053366-38-4 30
2 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 27
3 3-Hepten-2-one, 3-ethyl-4-methyl- 154 C10H180 054244-90-5 25
4 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 25
5 Sulfurous acid, nonyl 2-propyl e... 250 C12H2603S 1000309-12-0 22
Abundance Scan 1983 (13.976 min): VW026527.D\data.ms (-1979) ( m/z 69.10 100.00%
69.1
5000 1111 M
3901 154.2 —
‘ ‘ ‘ ‘ ‘ 14.00
ob— :‘q”w“ whh““ e d A 2084 2493281€ ./, 43.10 97.07%
miz--> 50 100 150 200 250
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
5000 111.0 T 7
29.0 14.00
m/z 41.18  76.21%
O T T “\ ‘}“ ‘H T “‘ \“ T ‘ “ T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
69.0 1110
——
14.00
5000 m/z 55.10 74.16%
39.0
ol L b
m/iz--> 50 100 150 200 250
Abundance #31113: 3-Hepten-2-one, 3-ethyl-4-methyl- ——
43.0 14.00
m/z 57.10 61.87%
5000
139.0
S O .
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 25 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
14.019 20.41 ug/L 1029360 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,9-dimethyl- 184 C13H28 017301-31-4 59
2 Hexatriacontane 507 C36H74 000630-06-8 59
3 Undecane 156 C11H24 001120-21-4 53
4 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 52
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 50
Abundance Scan 1990 (14.019 min): VW026527.D\data.ms (-1987) ( m/z 57.10 100.00%
57.1
5000 J\/\MW
14.00 |
112.1 !
oMW““W«}‘79;?_2‘3‘5;1“2‘9?:1‘”_‘H_m_mw m/z 43.10  57.89%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #59068: Undecane, 3,9-dimethyl-
57.0
5000 — :
14.00
m/z 71.10 34.38%
L e
0\\‘\‘\“\‘\\‘\‘\‘\”\\“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
T \
14.00
5000 m/z 41.10 29.59%
. 113.0169.0225.0 295.0 365.0 435.0 506.( M
T e e T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #33078: Undecane T
43.0 14.00
m/z 56.10 21.54%
h WW/VW
o920 1500 -
m/z--> 50 100 150 200 250 300 350 400 450 500 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54

Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
. SFAM@1.0

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 26 (DEL) Alkane: Straight-Chai... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.129 48.16 ug/L 2428820 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 4-methyl- 184 C13H28 006117-97-1 72
2 Undecane, 4,8-dimethyl- 184 C13H28 017301-33-6 64
3 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 64
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 64
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 64

Abundance Scan 2008 (14.129 min): VW026527.D\data.ms (-2005) ( m/z 43.10 100.00%
3.1

43.
85.1
5000

—
127.2 14.00 14.50

ob— ‘Mu A A 27022022 2436 281« ./, 7110

m/z--> 50 100 150 200 250
Abundance #59040: Dodecane, 4-methyl-
43.0

5000 85.0 — —T—
14.00 14.50
m/z 57.10 79.03%
141.0
0\ ‘\“ “\M‘h“ Y U = ‘18‘4‘0‘ T
m/z--> 50 100 150 200 250
Abundance
43.0

14.‘00 14.‘50
5000 m/z 85.10 64 .45%

85.0
141.0
184.0
ol b by S
miz-> 50 100 150 200 250

Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester P ——
43.0 14.00 14.50
m/z 70.10 36.74%
25.0
miz--> 50 100 150 200 250 14.00 14.50

SFAMWLMO70323SMA.M Thu Jul @06 12:45:40 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 27 (DEL) Alkane: Straight-Chai... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.190  32.41 ug/L 1634260 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 62
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 49
3 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 49
4 Dodecane 170 C12H26 000112-40-3 47
5 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 46

Abundance Scan 2018 (14.190 min): VW026527.D\data.ms (-2014) ( m/z 57.10 100.00%
57.1

5000 \pﬁ/JVJ\J\AJkLA/VANJK
119.1

T
53.2 ‘ 14.00 14.50
ol 203.0 249.4281.. m/z 43.10  69.62%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45490: Undecane, 3-methyl-
57.0

5000

7
14.00 14.50
m/z 71.10 53.90%

2ﬂn 99.0 1410
Hw“"“\“H“v‘“‘*w““H‘\H“\H"UH“1\‘7979”%”\””\”‘www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance

57.0

—
14.00 14.50

o

5000 m/z 41.10 53.27%
27.0 990 10
0 b e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl- — —
57.0 14.00 14.50

m/z 85.10 44.18%

5000
99.0 1410
‘ | | | 170.0

0m‘m\“m‘,\\“1\,‘1‘\u‘uu‘u\qu\\‘\u\,\u\,\m‘\m‘\m‘uu‘u — —
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_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 28 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

14.257 50.42 ug/L 2542790 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 55
2 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 53
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 52
4 Tritetracontane 605 C43H88 007098-21-7 50
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 49

Abundance Scan 2029 (14.257 min): VWO026527.D\data.ms (-2024) (( | m/z 57.10 100.00%

57.1
5000

T T
109'1140 2 14.00 14.50

ol ‘MV uWMMVWnW n17312093 2813 i n/z 41.16  63.98%
miz--> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl-
57.0
5000 — —

14.00 14.50
m/z 71.10  49.45%

113.0
1‘5"‘0\‘ L‘\‘\‘\‘ \!\ N ‘ ‘\“ R
m/z--> 50 100 150 200 250
Abundance
57.0

— —
14.00 14.50

o

5000 m/z 55.10 48.80%
97.0
0 26.0 154.0 227.0
e L e
m/z--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl- — —
57.0 14.00 14.50

m/z 43.10  48.59%

5000
|| o0 141.0
!

0 2&\0‘ ] L —

: —
miz--> 50 100 150 200 250 14.00 14.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\

Library Search Compound Report

Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
. SFAM@1.0

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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
14.312 15.04 ug/L 758676  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 90
2 Hexane, 2,3,4-trimethyl- 128 C9H20 000921-47-1 35
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
4 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 006069-97-2 25
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 25
Abundance Scan 2038 (14.312 min): VW026527.D\data.ms (-2035) ( m/z 43.10 100.00%
3.1
85.1
5000
— ——
‘ h 170.3 14.00 14.50
(
Olrrrrrrroth ol dh 2, 207.3240.4 2800 m/z 57.10  82.54%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45483: Decane, 4-ethyl-
43.0
5000 85.0 — —
14.00 14.50
m/z 41.10 72.50%
140.0
O H\‘\‘H\U}H‘!"H”M“!‘\Hh“H\\‘\“H\”\\\\]’_\7\(\)\.(‘)\\\\‘\\\\‘\\\\‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
43.0
— ——
14.00 14.50
5000 ITI/Z 85.10 65.54%
85.0
0 128.0
T e T e e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45494: Undecane, 5-methyl- “ —
43.0 14.00 14.50
m/z 71.10 60.98%
o,ﬁ26-°155,-°, ————
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_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 30 (DEL) Alkane: Cyclic14.379 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.379 136.98 ug/L 6907560 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 53
3 Dihydromyrcenol, trifluoroacetate 252 C12H19F302 1000463-72-2 52
4 Dihydromyrcenol, pentafluoroprop... 302 C13H19F502 1000463-72-1 52
5 Cyclohexane, (1-ethylpropyl)- 154 C11H22 026321-98-2 49
Abundance Scan 2049 (14.379 min): VW026527.D\data.ms (-2043) ( m/z 83.10 100.00%
55.1 83.1
5000
T Rfj\xmjkj\wjhvwﬂw\
— ——
14.00 14.50
o — ;“ HcHH‘ Ml A3 E 18412161 2690 7o 1o o4, sex
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
5000 — ——
14.00 14.50
82.10  82.32%
27.0 ‘ 154.0 m/z
O \\\‘\M\\‘i“\\\‘H“\}HH‘}\H‘]‘-\]_\]\-\.R\H‘HH‘HH‘\\H‘HH‘H\\‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
83.0
55.0 e ~
14.00 14.50
5000 m/z 41.10 72.52%
154.0
. 27.0 111.0 WM
T
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #137620: Dihydromyrcenol, trifluoroacetate — ——
55.0 14.00 14.50
m/z 67.10 54.51%
5000 95.0
123.0
7O L
0H\‘\‘1‘\\“\‘\“\H“\‘\‘\\“M\\‘\h‘\\‘HHH\‘\H‘\‘HH‘HH‘HH‘H\\‘HH‘HH — ——
m/z--> 20 40 60 80 100120140160180200220240260 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 31 Isobutyl tetradecyl carbonate Concentration Rank 35

R.T. EstConc Area Relative to ISTD R.T.
14.489 10.72 ug/L 540505 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 50
2 Carbonic acid, butyl octyl ester 230 C13H2603 1010314-63-5 35
3 Hexane, 2,2,5,5-tetramethyl- 142 C10H22 001071-81-4 27
4 2-Hexyl-1-octanol 214 C14H300 019780-79-1 25
5 Cyclopentanol, 3-methyl- 100 C6H120 018729-48-1 22

Abundance Scan 2067 (14.489 min): VW026527.D\data.ms (-2064) ( m/z 57.10 100.00%
57.1
5000 119.1 W
—
9 14.50
ol . 20402345 283( . eq 19 54.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #217460: Isobutyl tetradecyl carbonate
57.0
5000 T
14.50
97.0 m/z 119.10  46.74%
196.0
0 \Z’Z 0 nE “‘\ WM\ T “H‘\ T \“ﬁ%ﬁ\?f%ﬁ\s’ﬂ ERRAR 1“ T %4‘]7\(\)\ (RRRRARAR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
—
14.50
5000 m/z 41.10 43.26%
119.0
27.0
0 89.0 159.0 231.0 W
T T T T T P e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22136: Hexane, 2,2,5,5-tetramethyl- —
57.0 14.50
m/z 71.10 38.80%
B MVJ\A/VVA/VAA]\/VJM\A
o || lsgo 1270
e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 32 trans-Decalin, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.544  48.16 ug/L 2428600 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 90
2 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 89
3 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 86
4 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 76
5 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 70
Abundance Scan 2076 (14.543 min): VW026527.D\data.ms (-2073) ( m/z 67.10 100.00%
67.1 95.1
152.2
5000
391
14.50
23.1
o,ﬂlm”%o-S m/z 95.10 91.41%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29490: trans-Decalin, 2-methyl-
81.0
1.0 152.0
5000 —— :
14.50
09.0 m/z 152.15 77.84%
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
95.0
137.0 S :
14.50
5000 67.0 m/z 81.10  77.72%
39.0
Ot e et e e e prer e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #29505: Naphthalene, decahydro-2-methyl- —
41.0 95.0 14.50
152.0 m/z 82.10 76.14%
5000
FZ&O
ok e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
14.653  21.42 ug/L 1080160 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 80
2 9-methylheptadecane 254 C18H38 026741-18-4 64
3 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 59
4 Tridecane, 5-methyl- 198 C14H30 025117-31-1 53
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 50

Abundance Scan 2094 (14.653 min): VW026527.D\data.ms (-2091) ( m/z 43.10 100.00%
3.1

43.
85.1
5000

e
141.2 14.50 15.00

o‘_mHm‘w“:w‘!mMMJM‘HHH_‘1‘%2‘:‘2‘_2‘1?‘-9‘“““‘?‘77‘-‘3 m/z 57.10 73.35%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59081: Decane, 2,3,7-trimethyl-
43.0

5000 85.0 —
14.50 15.00
m/z 85.10 61.50%

‘ 141.0
\‘\‘\‘\\“‘H\U“\\“}\‘!‘\\\‘M‘\\\\‘H\\}‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H \/W\/\/\w
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0

—
14.50 15.00

o

5000 m/z 71.10 60.48%
140.0
99.0
o270 196.0 239.0

T e T e e

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59080: Decane, 2,3,6-trimethyl- — —
43.0 14.50 15.00

m/z 41.10 43.26%

5000 85.0
141.0

7 T
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.733  23.67 ug/L 1193480 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Dodecene, (E)- 168 C12H24 007206-17-9 60
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 58
3 4-Undecene, 4-methyl- 168 C12H24 061142-40-3 49
4 6-Dodecene, (Z)- 168 C12H24 007206-29-3 49
5 6-Dodecene, (E)- 168 C12H24 007206-17-9 46
Abundance Scan 2107 (14.732 min): VW026527.D\data.ms (-2104) ¢ m/z 55.10 100.00%
553.1
97.1
5000
125.2 —— e
L L
Obrrrreld ,w!H‘,w,m ot HM“““‘?99?"“?3‘99“_‘ m/z 41.10  84.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43495: 6-Dodecene, (E)-
41.0 | 69.0
5000 —r— —
14.50 15.00
97.0 m/z 69.10  84.06%
‘ ‘ ‘ 168.0
O‘\\H‘\H ’\1\\”’”\\\\"\\‘}]\-‘25\0\‘\H\‘\!\\‘\\H‘\H\‘\\H‘\\\\‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
69.0
—— —
41.0 14.50 15.00
111.0
5000 m/z 43.10 70.59%
L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #43512: 4-Undecene, 4-methyl- — —
55.0 14.50 15.00
m/z 57.10 66.90%
5000
7.0
w0 || o o
o ,Jlu,w,w‘w_leuwwmwwa — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 35 (DEL) Alkane: Cyclic14.793 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.793  81.23 ug/L 4096370 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 58
2 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 58
3 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 53
4 Sulfurous acid, cyclohexylmethyl... 346 C19H3803S 1000309-22-0 53
5 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 52
Abundance Scan 2117 (14.793 min): VW026527.D\data.ms (-2112) ¢ m/z 97.10 100.00%
55.1
5000
—— —
‘ ‘ ‘ m 195.1 168.2 14.50 15.00
Ol Ll g L2084 28LC o s 1 g1.88Y%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #43587: Cyclohexane, 1-methyl-2-pentyl-
97.0
55.0
5000 —r ——
14.50 15.00
27.0 m/z 41.10 47.63%
168.0
O ’\L\\M\\\H!“\h“‘\\““\‘\\\‘“\\‘\]-\‘25.\0\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
97.0
—— —
14.50 15.00
5000 m/z 43.10 40.50%
55.0
0270 127.0 183.0
[ T T T T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #282964: Sulfurous acid, cyclohexylmethyl tetradecyl est T —
97.0 14.50 15.00
m/z 69.10 37.41%
5000
55.0
62701 | | 1270 168.0197.0
RRaa e e ARdadassansazivenas e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 36 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.836 228.72 ug/L 11533700 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 55
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 42
3 Dodecane, 6-methyl- 184 C13H28 006044-71-9 38
4 Heptacosane 380 C27H56 000593-49-7 38
5 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 38
Abundance Scan 2124 (14.836 min): VW026527.D\data.ms (-2120) ( m/z 57.10 100.00%
57.1
200 J\N\J\w}\
188.0 : i
| | 98.1 15‘2'1 ‘ 14:50 15.00
oHw“MMM “‘;‘H‘“\H‘JMHm‘mhh_m_n‘u‘?‘1‘7‘:9“?‘??:‘1”_” m/z 43.10  51.64%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 — —
14.50 15.00
m/z 71.10 49.19%
J2h0 130 1550190
H‘\H\‘\H\‘\H\‘\H\‘\H\‘HH‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
— ——
14.50 15.00
5000 m/z 41.10 33.82%
27.0
98.0
0 127.0 169.0
T T T T T T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59041: Dodecane, 6-methyl- “ 7
57.0 14.50 15.00
m/z 188.00 24.78%
5000
98.0
I G Y Y N B S )
m/z--> 20 40 60 80 100120140160180200220240260280 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
15.117 17.91 ug/L 903379 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4-ethyl- 184 C13H28 017312-59-3 27
2 1-TIodoundecane 282 C11H23I 004282-44-4 25
3 Decane, 1-iodo- 268 C1loOH21I 002050-77-3 25
4 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 25
5 Decane, 3-ethyl-3-methyl- 184 C13H28 017312-66-2 22
Abundance Scan 2170 (15.117 min): VW026527.D\data.ms (-2167) (  m/z 57.10 100.00%
57.1
149.1
1500 1550
182.2 : :
Y — L ‘1“““‘”1“”“ L2202 2824 /7 43.10  86.96%
miz--> 50 100 150 200 250
Abundance #59033: Undecane, 4-ethyl-
43.0
85.0
5000 — ——
15.00 15.50
m/z 41.10 68.37%
155.0
04 \“\ ‘\ ‘h‘\ H‘ \“‘\“’ \12\5\.0}‘ ‘H\ L B B B B
miz--> 50 100 150 200 250
Abundance
57.0
—— —
15.00 15.50
5000 m/z 85.10 56.41%
27.0 99.0 1850
0 197.0 282.0
e e e
m/iz--> 50 100 150 200 250
Abundance #157264: Decane, 1-iodo- —— —
57.0 15.00 15.50
m/z 149.05 51.80%
5000
27‘.0 99.0 155.0
A S 1 SNALNEV]
m/z--> 50 100 150 200 250 15.00 15.50

SFAMWLMO70323SMA.M Thu Jul @06 12:45:54 2023 Page: 39



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.318 231.14 ug/L 11656000 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 83
2 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 78
3 Bacchotricuneatin c 342 C20H2205 066563-30-2 72
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 64
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 59
Abundance Scan 2203 (15.318 min): VW026527.D\data.ms (-2198) ( m/z 57.10 100.00%
57.1
T T
11?1 L652 15.00 15.50
ol M L] 18522022 2800 m/z 71.10 82.78%
miz--> 50 100 150 200 250 300
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 _-— —
15.00 15.50
m/z 43.10 64.09%
‘ 113.0
01\5.\0‘\‘\“\“‘\“\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance
57.0
— ——
15.00 15.50
5000 m/z 41.10 38.70%
112.0
185.0
ottt b oy L
m/iz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢ “ —
710 1100 15.00 15.50
m/z 56.10 23.45%
- MJ\MAA/\/
o | R0 a0 342,
7 e e P e
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 39 unknown-02 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.391 67.09 ug/L 3383200 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,7-Dimethyloctahydrocoumarin 182 C11H1802 1000109-81-5 42
2 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 38
3 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10OH18 000473-55-2 30
4 4-Methyl-1,3-heptadiene 110 C8H14 017603-57-5 25
5 1,4-Pentadiene, 2,3,3-trimethyl- 110 C8H14 000756-02-5 25
Abundance Scan 2215 (15.391 min): VW026527.D\data.ms (-2210) ( m/z 57.10 100.00%
57.1
95.1
5000
137.2
— —
‘ 16% 15.00 15.50
ol 1L | “‘H” A ‘} Ay 1981 24272733 n/; 41,10 76.36%
miz--> 50 100 150 200 250
Abundance #56608: 5,7-Dimethyloctahydrocoumarin
55.0 95.0
5000 — —
15.00 15.50
1360 m/z 55.10  73.13%
05— 1“ ‘”‘H\“U “i‘” \‘m“‘ h\“ \”h\ “\ T :\L8\‘2\0‘ T T T T T
miz--> 50 100 150 200 250
Abundance
81.0 137.0
— ——
15.00 15.50
5000 21.0 m/z 81.10 68.97%
167.0
ol A
m/iz--> 50 100 150 200 250
Abundance #19511: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl- — —
55.0 5.0 15.00 15.50
m/z 95.10 65.81%
oleOl W | R8O S
m/z--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 40 Bicyclo[4.1.0]heptane, 7-pe... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.501 46.37 ug/L 2338250 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[4.1.0]heptane, 7-pentyl- 166 C12H22 041977-45-1 87
2 Cyclododecene 166 C12H22 001501-82-2 45
3 Cyclododecene 166 C12H22 001501-82-2 45
4 1-Cyclohexylheptene 180 C13H24 114614-83-4 43
5 1,13-Tetradecadiene 194 C14H26 021964-49-8 38
Abundance Scan 2233 (15.501 min): VW026527.D\data.ms (-2230) ( m/z 41.10 100.00%
1 W/M
109.1
5000 159.1
15.50 |
ol H i . U““m‘”l?ﬁ‘z‘ (25032820 ./, 57.19  99.85%
miz-> 50 100 150 200 250
Abundance #41554: Bicyclo[4.1.0]heptane, 7-pentyl-
67.0
5000 —— ‘
09.0 15.50
' 166.0 m/z 67.10 96.76%
O T T T T ‘ T ‘\ T T “ 1 \‘ T T ‘ T ‘\ T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
41.0
81.0 S ‘
15.50
5000 m/z 43.10 96.48%
166.0
123.0
ob Ll T T e
miz--> 50 100 150 200 250
Abundance #41513: Cyclododecene T
67.0 15.50
m/z 55.10 92.78%
o WMAM
290 09.0 166.0
L L .
m/z--> 50 100 150 200 250 15.50

SFAMWLMO70323SMA.M Thu Jul @6 12:45:56 2023 Page: 42



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 41 1-Octanol, 2-butyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
15.574 48.62 ug/L 2451810  1,4-Dichlorobenzene-d4  13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-octanol, 2-butyl- 186 Cl2H260 003913-02-8 58

2 Tridecane, 2-methyl- 198 C14H30 001560-96-9 46
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 46
4 Tridecane, 4-methyl- 198 C14H30 026730-12-1 41
5 Bicyclo[2.2.1]heptan-2-0l1, 2,3,3... 154 C1@H180 000465-31-6 38
Abundance Scan 2245 (15.574 min): VW026527.D\data.ms (-2239) ( m/z 57.10 100.00%
57.1
5000
1.1 - |
155.2 15.50
ob— H“ L ﬁ‘ 49552251 2806 n 7 43,10 85.44%
miz--> 50 100 150 250
Abundance #61056: 1-Octanol, 2-butyl-
57.0
5000 —— ‘
15.50
o 1110 m/z 41.10  74.84%
0 \“‘\‘ ‘\“‘”‘\ I \‘H‘\ “H‘ 1“‘ \H\ t ‘EI-\G?(\) T T T T T T
miz--> 50 100 150 250
Abundance
57.0
T \
15.50
5000 ITI/Z 69.10 71.25%
99.0
. 155.0
0 270 198.0
: - —r R
miz--> 50 100 150 250
Abundance #45487: Undecane, 2-methyl- T ‘
43.0 15.50
m/z 55.10 70.91%
5000 85.0
127.0
oL Ll T am0 - .
miz--> 50 100 150 250 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 42 unknown-@3 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
15.623  23.90 ug/L 12053760  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, decyl undecyl ester 356 C22H4403 1000383-16-0 35
2 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 22
3 Oxalic acid, 6-ethyloct-3-yl hex... 314 C18H3404 1000309-34-4 22
4 Decane, 4-ethyl- 170 C12H26 001636-44-8 22
5 Cyclohexane-1,3-dione, 2-acetyl-... 182 C10H1403 1000302-88-9 18

Abundance Scan 2253 (15.623 min): VW026527.D\data.ms (-2250) ( m/z 43.10 100.00%

43.1
831 1191
5000
— —
H 165.2 15.50 16.00
[4
obprrralilllh, 93.22224250.2282¢  n/z 41.10  82.06%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #266189: Carbonic acid, decyl undecyl ester
57.0
85.0
5000 e ——
15.50 16.00
m/z 55.10 77.89%
, o‘ ‘ ‘ 141.0
O’ﬁ.\\“‘{\\‘“‘\‘!}\“‘\‘\\}“‘\\h‘\‘\“\\\}‘\\\“\‘\\\\‘\\\29\3\.9’\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
57.0
—r —
15.50 16.00
5000 85.0 m/z 83.10 61.93%
27.0 141.0 193.0
VY B P A+
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #217191: Oxalic acid, 6-ethyloct-3-yl hexyl ester —— ——
43.0 850 15.50 16.00

m/z 119.10 59.29%
5000
‘ 141.0
o,““‘e“”‘w!”‘w::uMM‘w"u‘mw}ww%ﬁgﬁag‘w,w,wwwm e —
miz—> 20 40 60 80 100120140160180200220 240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M
Quant Title : SFAM@1.0

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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15720 71.37 ug/L 3599070 1,4-Dichlorobenzene-d4  13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 6-methyl- 198 clamze 013287-21-3 55

2 Isobutyl nonyl carbonate 244 C14H2803 959311-27-4 53
3 Tetradecanoic acid, 2-oxo-, meth... 256 C15H2803 055682-82-1 43
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 38
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 37

Abundance Scan 2269 (15.720 min): VW026527.D\data.ms (-2266) ( m/z 57.10 100.00%

57.1
5000
119.1 — 6 o
16521963 15.5 16.
ol il éﬂg ‘ “”‘ b ST 25042811 qyy 41,10 47.81%
m/z--> 50 150 200 250
Abundance #74019: Tridecane, 6-methyl-
57.0
5000 e —
15.50 16.00
98.0 m/z 69.10 36.59%
27.0
0 ‘ ‘ | ‘ “ 1280 1830
T T T \ ‘ \ \ ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance
57.0
—— —
15.50 16.00
5000 m/z 56.10 36.39%

97.0
0 27.0 1270 159 0189.0
bl J1 159.0189.0
miz--> 50 100 150 200 250

Abundance  #143306: Tetradecanoic acid, 2-o0xo-, methyl ester —— ——
57.0 15.50 16.00

m/z 71.10  36.24%

5000
197.0
ﬂ“nw I M \ ‘ :

ob—k N N — : —
miz--> 50 100 150 200 250 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70323SMA.M

. SFAM@1.0

: 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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.275 95.44 ug/L 4812776 1,4-Dichlorobenzene-d4  13.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Nonane, 3,

7-dimethyl- 156 C11H24

017302-32-8 90

2 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
3 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 83
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80

Abundance Scan 2360 (16.275 min): VW026527.D\data.ms (-2355) ( m/z 57.10 100.00%
7.1

5
5000

—r—
97.1 127.1 16.00 16.50

183.3
ol s L 9902132 25032826 sy 71,10 83.32%

m/z--> 50 100 150 200 250
Abundance #33097: Nonane, 3,7-dimethyl-
57.0

5000 T
16.00 16.50
m/z 43.10 59.19%

27.0 127.0
0 \‘\ "\‘ ‘1‘ ‘?7\‘0‘ “‘ e R Bmam s B
m/z--> 50 100 150 200 250
Abundance
57.0

T
16.00 16.50

5000 m/z 41.10  40.28%
. 27.0 113.0 183.0 MMM
e e e Co
miz--> 50 100 150 200 250
Abundance #90208: Dodecane, 2,6,11-trimethyl- —— ——
57.0 16.00 16.50

m/z 85.10  33.46%

B WJLV»\
27.0
i H‘ L 1130 4690 2070

o‘H,‘M‘w\M‘wu‘,””_”‘,” —— —r
m/z--> 50 100 150 200 250 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe70523\
Data File : VW@26527.D

Acqg On : 05 Jul 2023 12:54
Operator : SY/MD

Sample : 03501-05

Misc : 4.55g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@70323SMA.M
Quant Title : SFAM@1l.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C.. 5.009 2.0 ug/L 187452 1 8.843 2399000 25.0
(DEL) Alkane: S.. 10.093 1.5 ug/L 142559 1 8.843 2399000 25.0
(DEL) Alkane: C.. 11.227 2.2 ug/L 211021 2 11.629 2418590 25.0
(DEL) Alkane: S.. 11.507 2.0 ug/L 191486 2 11.629 2418590 25.0
(DEL) Alkane: S.. 12.056 1.9 ug/L 183945 2 11.629 2418590 25.0
(DEL) Alkane: S.. 12.135 8.8 ug/L 848938 2 11.629 2418590 25.0
(DEL) Alkane: S.. 12.251 8.0 ug/L 773145 2 11.629 2418590 25.0
(DEL) Alkane: S.. 12.361 22.6 ug/L 2182020 2 11.629 2418590 25.0
(DEL) Alkane: C.. 12.775 17.0 ug/L 859483 3 13.556 1260700 25.0
(DEL) Alkane: S.. 12.855 15.4 ug/L 778261 3 13.556 1260700 25.0
(DEL) Alkane: C.. 12.934 43.4 ug/L 2187820 3 13.556 1260700 25.0
(DEL) Alkane: C.. 12.989 15.1 ug/L 758741 3 13.556 1260700 25.0
(DEL) Alkane: C.. 13.038 2.0 ug/L 102255 3 13.556 1260700 25.0
(DEL) Alkane: S.. 13.074 17.3 ug/L 870751 3 13.556 1260700 25.0
(DEL) Alkane: S.. 13.123 18.5 ug/L 930703 3 13.556 1260700 25.0
(DEL) Alkane: S.. 13.160 16.5 ug/L 834020 3 13.556 1260700 25.0
(DEL) Alkane: S.. 13.342 19.4 ug/L 978827 3 13.556 1260700 25.0
(DEL) Alkane: C... 13.446 61.7 ug/L 3112500 3 13.556 1260700 25.0
unknown-01 13.477 18.7 ug/L 942108 3 13.556 1260700 25.0
(DEL) Alkane: C... 13.696 40.1 ug/L 2024380 3 13.556 1260700 25.0
Benzene, 1,4-di... 13.794 24.8 ug/L 1252320 3 13.556 1260700 25.0
(DEL) Alkane: C... 13.977 31.6 ug/L 1593250 3 13.556 1260700 25.0
(DEL) Alkane: S 14.019 20.4 ug/L 1029360 3 13.556 1260700 25.0
(DEL) Alkane: S 14.129 48.2 ug/L 2428820 3 13.556 1260700 25.0
(DEL) Alkane: S... 14.190 32.4 ug/L 1634260 3 13.556 1260700 25.0
(DEL) Alkane: S... 14.257 50.4 ug/L 2542790 3 13.556 1260700 25.0
(DEL) Alkane: S 14.312 15.0 ug/L 758676 3 13.556 1260700 25.0
(DEL) Alkane: C... 14.379 137.0 ug/L 6907560 3 13.556 1260700 25.0
Isobutyl tetrad... 14.489 10.7 ug/L 540505 3 13.556 1260700 25.0
trans-Decalin, ... 14.544 48.2 ug/L 2428600 3 13.556 1260700 25.0
(DEL) Alkane: S.. 14.653 21.4 ug/L 1080160 3 13.556 1260700 25.0
(DEL) Alkane: S.. 14.733 23.7 ug/L 1193480 3 13.556 1260700 25.0
(DEL) Alkane: C.. 14.793 81.2 ug/L 4096370 3 13.556 1260700 25.0
(DEL) Alkane: S.. 14.836 228.7 ug/L 11533700 3 13.556 1260700 25.0
(DEL) Alkane: S.. 15.117 17.9 ug/L 903379 3 13.556 1260700 25.0
(DEL) Alkane: S... 15.318 231.1 ug/L 11656000 3 13.556 1260700 25.0
unknown-02 15.391 67.1 ug/L 3383200 3 13.556 1260700 25.0
Bicyclo[4.1.0]h... 15.501 46.4 ug/L 2338250 3 13.556 1260700 25.0
1-Octanol, 2-bu... 15.574 48.6 ug/L 2451810 3 13.556 1260700 25.0
unknown-03 15.623 23.9 ug/L 1205370 3 13.556 1260700 25.0
(DEL) Alkane: S... 15.720 71.4 ug/L 3599070 3 13.556 1260700 25.0
(DEL) Alkane: S... 16.275 95.4 ug/L 4812770 3 13.556 1260700 25.0
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