LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VWO30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 18 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\SFAMWLMO91624SMA.M
Title : SFAMO1.0

Signal : TIC: VW@30205.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.363 71 78 96 rBV 96290 233524 15.40% 1.075%
2 2.899 157 166 182 rBV 75097 221238 14.59% 1.018%
3 3.393 240 247 250 rBv4 1420 2955 0.19% 0.014%
4 3.606 280 282 284 rVB 407 381 0.03% 0.002%
5 3.637 284 287 290 rBV 330 395 0.03% 0.002%
6 3.734 299 303 304 rvv3 610 654 0.04% 0.003%
7 3.844 319 321 322 rBV 460 329 0.02% 0.002%
8 4.021 338 350 361 rVW2 167074 510644 33.68% 2.350%
9 4,125 362 367 379 rVB2 32324 92684 6.11% 0.427%
10 4.338 401 402 404 rBV 503 518 0.03% 0.002%
11  4.387 404 410 419 rW 4642 13306 0.88% 0.061%
12 4.923 488 498 510 rBv2 5022 19136 1.26% 0.088%
13 5.423 577 580 585 rVve 1016 1859 0.12% 0.009%
14 5.789 628 640 651 rBv4 4008 13940 0.92% 0.064%
15 5.947 656 666 674 rVB4 1895 6068 0.40% 0.028%
16 6.106 690 692 693 rBV 434 340 0.02% 0.002%
17 6.124 693 695 696 rvv2 409 327 0.02% 0.002%
18 6.179 700 704 706 rBV2 257 314 0.02% 0.001%
19 6.228 709 712 718 rVB3 402 613 0.04% 0.003%
20 6.899 819 822 825 rVB4 272 375 0.02% 0.002%
21 6.984 832 836 838 rBv3 524 629 0.04% 0.003%
22 7.081 843 852 861 rBV2 44274 130392 8.60% 0.600%
23 7.295 885 887 889 rVB3 418 366 0.02% 0.002%
24 7.539 926 927 930 rVwv3 604 519 0.03% 0.002%
25 7.648 934 945 961 rBvV 274244 661198 43.61% 3.043%
26 7.758 961 963 969 rVB3 316 552 0.04% 0.003%
27 7.868 978 981 982 rBV2 411 320 0.02% 0.001%
28 7.929 987 991 992 rBV2 1100 1471 0.10% 0.007%
29 7.953 993 995 1002 rVB5 1389 2246 0.15% 0.010%
30 8.032 1002 1008 1013 rBV6 1328 3209 0.21% 0.015%
31 8.154 1021 1028 1036 rBvV3 3441 8255 ©.54% 0.038%
32 8.276 1037 1048 1066 rVV2 504639 1493234 98.48% 6.872%
33 8.429 1068 1073 1074 rVV5 2360 4156 0.27% 0.019%
34 8.478 1077 1081 1090 rvv3 4961 13987 0.92% 0.064%
35 8.569 1090 1096 1104 rVB7 2497 6655 0.44% 0.031%
36 8.673 1112 1113 1114 rBV 752 477 0.03% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VWO30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 18 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\SFAMWLMO91624SMA.M
Title : SFAMO1.0
37 8.697 1114 1117 1124 rVB5 1532 2945 0.19% 0.014%
38 8.843 1130 1141 1154 rBV 664329 1302169 85.88% 5.993%
39 9.075 1171 1179 1186 rBV9 3394 8505 0.56% 0.039%
40 9.154 1186 1192 1197 rVB5 1210 2640 0.17% 0.012%
41  9.270 1202 1211 1219 rBV 338781 701708 46.28%  3.229%
42 9.502 1248 1249 1251 rVWV 777 729 0.05% 0.003%
43 9.605 1255 1266 1271 rBvV3 7752 19558 1.29% 0.090%
44  9.703 1280 1282 1283 rVB2 478 307 0.02% 0.001%
45 9.752 1283 1290 1298 rBV3 14058 29552 1.95% 0.136%
46  9.837 1302 1304 1305 rBvV2 436 340 0.02% 0.002%
47  9.898 1305 1314 1319 rBV2 12506 26210 1.73% 0.121%
48  9.947 1319 1322 1325 rBv4 2040 3102 0.20% 0.014%
49 9.989 1325 1329 1330 rBV2 4726 6118 0.40% 0.028%
50 10.032 1330 1336 1348 rVB 161669 287792 18.98% 1.324%
51 10.124 1348 1351 1359 rVB3 10300 18901 1.25% ©.087%
52 10.209 1359 1365 1367 rBv4 4482 7983 0.53% 0.037%
53 10.246 1367 1371 1376 rVB3 6980 12227 0.81% 0.056%
54 10.319 1376 1383 1399 rBV 589029 1078386 71.12% 4.963%
55 10.447 1399 1404 1406 rBV4 3805 5878 ©0.39% 0.027%
56 10.502 1406 1413 1419 rVB5 12494 33505 2.21% 0.154%
57 10.575 1419 1425 1430 rBV 92786 166534 10.98% 0.766%
58 10.666 1436 1440 1443 rBV2 14461 21083 1.39% 0.097%
59 10.764 1450 1456 1459 rBV5 12279 24772 1.63% 0.114%
60 10.843 1465 1469 1475 rVB2 20864 33854 2.23% 0.156%
61 10.922 1475 1482 1491 rBV2 228370 429611 28.33% 1.977%
62 11.032 1495 1500 1509 rVvV 38960 87607 5.78% 0.403%
63 11.105 1509 1512 1516 rW 15024 25557 1.69% 0.118%
64 11.178 1519 1524 1527 rVWV 29580 53963 3.56% 0.248%
65 11.227 1527 1532 1538 rVV2 99812 183292 12.09% 0.844%
66 11.282 1538 1541 1544 rVV3 13195 19691 1.30% 0.091%
67 11.331 1544 1549 1554 rVV2 63995 118727 7.83% 0.546%
68 11.373 1554 1556 1561 rVV2 28360 46315 3.05% 0.213%
69 11.434 1561 1566 1573 rVB 47979 86086 5.68% 0.396%
70 11.507 1573 1578 1582 rBV 26802 47750  3.15% 0.220%
71 11.629 1590 1598 1607 rBV 609498 1039286 68.54% 4.783%
72 11.764 1616 1620 1623 rBV 26250 41728 2.75% 0.192%
73 11.806 1623 1627 1632 rVB4 37252 72918 4.81% 0.336%
74 11.867 1632 1637 1641 rBV 82665 141278 9.32% 0.650%
75 11.971 1649 1654 1662 rBV3 37102 103422 6.82% 0.476%
76 12.056 1664 1668 1673 rVB2 44553 80142 5.29% 0.369%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VWO30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 18 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\SFAMWLMO91624SMA.M
Title : SFAMO1.0
77 12.135 1673 1681 1686 rBV3 161087 354161 23.36% 1.630%
78 12.245 1695 1699 1704 rVB 287802 442765 29.20% 2.038%
79 12.361 1704 1718 1726 rBV3 326645 1077783 71.08% 4.960%
80 12.617 1756 1760 1765 rVB2 92313 151907 10.02% 0.699%
81 12.690 1765 1772 1777 rBV2 272856 562375 37.09%  2.588%
82 12.776 1782 1786 1792 rVB2 258012 456651 30.12% 2.102%
83 12.855 1792 1799 1804 rBV5 144627 345928 22.81% 1.592%
84 12.934 1804 1812 1817 rBV4 325762 894654 59.00% 4.117%
85 13.032 1825 1828 1831 rBV2 70500 89287 5.89% 0.411%
86 13.074 1831 1835 1839 rBV2 160345 220143 14.52% 1.013%
87 13.123 1839 1843 1846 rBV3 116116 203650 13.43% 0.937%
88 13.288 1867 1870 1874 rVB 167227 210380 13.87% 0.968%
89 13.336 1875 1878 1882 rBV 162173 222126 14.65% 1.022%
90 13.440 1892 1895 1899 rVB3 308771 451653 29.79% 2.079%
91 13.556 1910 1914 1917 rBV 227812 336656 22.20% 1.549%
92 13.690 1933 1936 1940 rVB4 133458 188455 12.43% 0.867%
93 13.873 1959 1966 1970 rBV5 410407 909966 60.01% 4.188%
94 14.184 2014 2017 2022 rBV3 103836 164251 10.83% 0.756%
95 14.257 2025 2029 2034 rVB4 192275 328606 21.67% 1.512%
96 14.379 2045 2049 2054 rVB2 509122 793390 52.32% 3.651%
97 14.793 2113 2117 2120 rBV2 228751 388571 25.63% 1.788%
98 14.836 2120 2124 2130 rVB3 369999 734995 48.47%  3.383%
99 15.318 2198 2203 2210 rVB 948339 1516323 100.00% 6.978%
100 16.269 2355 2359 2368 rVB 441872 865041 57.05%  3.981%

Sum of corrected areas: 21729154
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92324\

: VWe30205.D

: 23 Sep 2024 17:17

: SY/MD

: P4131-07

: 5.37g/10mL/MSVOA_W/SOIL/A
. 18

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO91624SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92324\

: VWe30205.D

: 23 Sep 2024 17:17

: SY/MD

. P4131-07

: 5.37g/10mL/MSVOA_W/SOIL/A
: 18 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO91624SMA.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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
11.032 2.11 ug/L 87607  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 90
3 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 74
4 Octane, 3-methyl- 128 C9H20 002216-33-3 72
5 Octane, 3-methyl- 128 C9H20 002216-33-3 72
Abundance Scan 1500 (11.032 min): VW030205.D\data.ms (-1495) ( m/z 57.05 100.00%
57.0
5000
43.0
T T
‘ 71\'0 650 | 128.2 11.00
Obrprrrrrrrerrre el 820 11801282 s o 34,42
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
5000 — :
43.0 11.00
m/z 41.05 30.75%
29.0 71.0 99.0
0k 150 “‘ l, ] 850 | 11301280
H’HH‘HH‘\H\‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
T T
11.00
5000 43.0 m/z 56.10 24.71%
29.0
71.0 99.0
0 1L L 850 | 113.01280
e T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 JM\
Abundance #14562: Heptane, 3,5-dimethyl- ‘ — ‘
57.0 11.00
m/z 99.10 14.53%
5000
43.0
29.0 71.0 99.0
ol150 “‘ . | 850 | 113.0128.0 AW
P e e e e e e e e e o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17

Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO91624SMA.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 3 (DEL) Alkane: Cyclic11.178 Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
11.178 1.30 ug/L 53963 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
2 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 86
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 78

5 Cyclohexane, ethyl- 001678-91-7 78

Abundance Scan 1524 (11.178 min): VW030205.D\data.ms (-1519) ( 83.10 100.00%
83.1
55.1
5000
411 112.1
1100 1150
68.1
o‘H‘HH‘m‘,‘H“‘smmwf‘m“m‘_9‘7;““””“_ m/z 55.10  64.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7533: Cyclohexane, eﬂwh
83.0
55.0
5000 41.0
1100 1150
27.0 112.0 m/z 82.10 49.28%
“ ‘ 69.0
O\H‘HH‘\H\’\\H‘!‘\H‘\w!\‘H\‘\‘i\H\‘\1\\‘\\\\"\\\\‘\‘\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7535: Cyclohexane, ethyl-
83.0
—— —
55.0 11.00 11.50
5000 m/z 41.10 27.68%
41.0
112.0
27.0 69.0
Ol el et eyl 97,0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7536: Cyclohexane, ethyl-
83.0 1100 1150
m/z 112.10  22.81%
55.0
5000
41.0
112.0
27.0 \/\ /\
ol R D ero | Ll P LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 21
R.T. EstConc Area Relative to ISTD R.T.
11.227 4.41 ug/L 183292  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 93
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 76
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 70
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 64
Abundance Scan 1532 (11.227 min): VW030205.D\data.ms (-1527) ( m/z 111.10 100.00%
114.1
69.1
5000 55.1 j\
41.0
‘ 83l ‘11‘0(?‘ 1150
97.1 126.2 : :
0 H_Www“‘!‘”wuh‘wu‘:‘HH,“JhwuhWMMW‘W m/z 69.10  77.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
5000 410 250 A, T
11.00 11.50
83.0 . .89%
270 m/z 55.10 41.89
0 |1 . 97.0 | 1260
H‘HH‘\H\‘\H\‘\H\‘H\\‘HH‘HH’HH‘HH‘\\H‘\\H‘\H\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13262: Cyclohexane, 1,1,3-trimethyl-
111.0
69'0 T ‘ T T ‘ T
11.00 11.50
5000 410 990 m/z 41.05  33.43%
83.0
270
|- 0| 120
0“_H‘_‘H_‘H;HH‘HH‘H‘uu‘ww‘w‘uw‘u‘pu‘_m‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13263: Cyclohexane, 1,1,3-trimethyl- —T— —
69.0 111.0 11.00 11.50
m/z 56.05 23.29%
55.0
5000 41.0
83.0
270
o | 970 | 1260
H‘H‘W‘H‘_‘H‘H‘wH‘w‘H‘_‘H,H‘WH‘W‘H‘_‘H‘H‘W‘H e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 23
R.T. EstConc Area Relative to ISTD R.T.
11.331 2.86 ug/L 118727  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonene 126 C9H18 000124-11-8 49
2 n-Tridecan-1-o0l 200 C13H280 000112-70-9 47
3 1-Dodecene 168 C12H24 000112-41-4 47
4 Octane, 4-methyl- 128 C9H20 002216-34-4 43
5 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 38
Abundance Scan 1549 (11.331 min): VW030205.D\data.ms (-1544) ( m/z 43.10 100.00%
43.1
84.1
5000
— —
H A J ‘ 126.2 11.00 11.50
bl B3l e m/z 84.10 59.49%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13164: 1-Nonene
43.0
69.0
5000 - e
97.0 11.00 11.50
m/z 55.10 52.65%
015.0 \f“\‘\\\‘“\\\\]-‘z\?.\()\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #76026: n-Tridecan-1-0
55.0
— —T
11.00 11.50
5000 31.0 83.0 m/z 41.05 44.96%
111.0
T \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43466: 1-Dodecene T —
55.0 11.00 11.50
83.0 m/z 56.10  39.20%
5000 29.0
111.0
o “ |, 1400 168.0
i R R e A P —
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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: Cyclic11.434 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
11.434 2.07 ug/L 86086  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 95
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 91
3 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 91
4 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 87
5 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 86
Abundance Scan 1566 (11.434 min): VW030205.D\data.ms (-1561) ( m/z 111.10 100.00%
69.1 114.1
55.1
5000 /\
41.1
1252 N A W L)
M ‘ | 84.1 11.50
bbb et il T msz 69,10 96.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
55.0
5000 R
11.50
410 126.0 m/z 55.10 52.01%
27.0 83.0
O H‘HH‘\H‘\“\H\‘iUH\‘\‘\!‘\‘H\‘\lHH’\HH‘?Z\.‘C)HH‘}\H‘\H‘\‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13306: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha.
69.0 111.0
—r
11.50
5000 550 m/z 41.16 31.17%
410 126.0
0 H_‘H“2‘7“"?‘H“;1‘”‘Nu‘HMHﬁ?{?‘?‘7;9”“1””“‘_”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13245: Cyclohexane, 1,3,5-trimethyl- e
69.0 111.0 11.50
m/z 126.15 30.06%
5000 55.0
41.0 126.0
ol Y .1 N NN B POV VW WAV
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 28
R.T. EstConc Area Relative to ISTD R.T.
11.806 1.75 ug/L 72918  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethyl-3-heptene 126 CSH18 1000113-49-3 52
2 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-66-3 49
3 2-Hexenal, (E)- 98 C6H100 006728-26-3 43
4 Cyclopentane, 1-methyl-2-propyl- 126 C9H18 003728-57-2 38
5 Cyclopentane, 1-ethyl-3-methyl- 112 C8H16 003726-47-4 38
Abundance Scan 1627 (11.806 min): VW030205.D\data.ms (-1623) ( m/z 69.10 100.00%
69.1
41 125.2
5000
84.1
— ——
11.50 12.00
05.1
o ,h J“‘ m/z 83.10 94.68%
miz--> 0 20 40 60 80 100 120
Abundance #13206: 2,3-Dimethyl-3-heptene
55.0
83.0
5000 P M
11.50 12.00
3900 126.0 m/Z 55.10 93.05%
0 T ‘ T \1\5\.()‘ \m\ \‘i“\ \‘\‘ 1“ \“f‘\ \‘H‘! T \“ \]_:\I-‘]\_.(\)‘ \‘\ T
miz--> 0 20 40 60 80 100 120
Abundance #7694 Cyclopentane, 1-ethyl-3-methyl-, cis-
55.0 83.0
- —
11.50 12.00
5000 m/z 41.10 64.79%
27.0
112.0
obzo o MWl LN T
miz--> 0 20 40 60 80 100 120
Abundance #3572: 2-Hexenal, (E)- T I
41.0 11.50 12.00
m/z 125.20  58.33%
69.0
5000
98.0
015'0, “J\‘ syt
m/z--> 0 20 40 60 80 100 120 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 8 (DEL) Alkane: Cyclic11.867 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
11.867 3.40 ug/L 141278  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
2 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 74
3 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 72
4 4-Octen-3-one 126 C8H140 014129-48-7 72
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 72
Abundance Scan 1637 (11.867 min): VW030205.D\data.ms (-1632) ( m/z 97.10 100.00%
97.1
55.0
5000
126.2 ™ U
‘ ‘ 11.50 12.00
o‘“_‘Hhkwhwwuﬂu‘w‘nu,m‘w‘u“u‘w‘u‘_“w‘u m/z 55.85  76.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 P =
11.50 12.00
126.0 m/z 41.10 25.13%
ol bl
0 \\\‘\U\\‘i“\\\H!“\“\‘\\“\\\!“\\‘1\’\‘1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13211: 3,5-Dimethyl-3-heptene
55.0 97.0
= T
11.50 12.00
5000 m/z 126.20 18.34%
126.0
2&0‘
B OO0 A A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est P .
97.0 11.50 12.00
m/z 96.05 14.91%
5000 55.0
29.0
Obd il L 12701550 22sC MMA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 24
R.T. EstConc Area Relative to ISTD R.T.
11.971 2.49 ug/L 103422  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexene, 2-methyl-, (E)- 98 C7H14 000692-24-0 49
2 Trans-1,4-diethylcyclohexane 140 C10H20 013990-93-7 45
3 cis-3-Decene 140 C10H20 019398-86-8 38
4 3-Methyl-3-hexene 98 C7H14 003404-65-7 35
5 Cyclooctanemethanol 142 CS9H180 003637-63-6 35
Abundance Scan 1654 (11.971 min): VW030205.D\data.ms (-1649) (| m/z 69.10 100.00%
69.1
5000 111.2
41.0 W\/\/U\
—
I ke ‘ 140.3 12.00
Ol el IPERL L2882 55 10 63.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3795: 3-Hexene, 2-methyl-, (E)-
410 690
5000 ifod
98.0 :
m/z 111.20  44.52%
15.0
0\\\‘\‘\‘1‘\\‘ H“\“\"\“HH‘HH“\\H‘\H\‘\H\‘H\
miz--> 20 40 60 80 100 120 140 160
Abundance #20721: Trans-1,4-diethylcyclohexane M
69.0
e
111.0 12.00
5000 m/z 56.10 43,24%
41.0
140.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #20648: cis-3-Decene T
55.0 12.00
m/z 70.10 42.14%
5000
20.0 140.0
84.0
111.0
o' A N TR e
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 10 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.056 1.93 ug/L 80142  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 72
2 4,4-Dimethyl octane 142 C10H22 015869-95-1 59
3 Oxalic acid, isobutyl hexyl ester 230 C12H2204 1000309-37-1 58
4 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 53
5 5-Nonanol, trimethylacetate 228 C14H2802 1000463-48-2 53
Abundance Scan 1668 (12.056 min): VW030205.D\data.ms (-1664) ( m/z 57.10 100.00%
57.1
5000 85.1
41)0
‘ | 060 127.3 12.00
ol b 11089 1273 s 4310 69.93%
m/z--> 20 40 60 80 100 120 140
Abundance #8646: Hexane, 2,4-dimethyl-
43.0
85.0
5000 ~ :
12.00
m/z 85.10 41.56%
27,0 70‘.0
O\\\‘\‘\\\“M\\““\\“\\‘!‘\\\‘\]\-]\.‘4\.(‘)\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22087: 4,4-Dimethyl octane
57.0
85.0 JL“”‘”“‘ T \
12.00
5000 m/z 56.10 35.17%
41,0
oaso | L | | ame e
m/iz--> 20 40 60 80 100 120 140
Abundance #111147: Oxalic acid, isobutyl hexyl ester e ‘
57.0 12.00
m/z 41.05 32.84%
5000 41.0
85.0
129.0
0264L1°3-° ATy
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 18
R.T. EstConc Area Relative to ISTD R.T.
12.135 8.52 ug/L 354161 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3,5-dimethyl- 142 C10H22 015869-93-9 38
2 Thiophene, 2-propyl- 126 C7H1eS 001551-27-5 38
3 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 38
4 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 38
5 4-Octen-3-one 126 C8H140 014129-48-7 38
Abundance Scan 1681 (12.135 min): VW030205.D\data.ms (-1673) ( m/z 97.10 100.00%
55.1 97.1
w T M
39 126.1 1 T
M l | 122 12.00 12.50
bl 422 s s 10 92.12%
mfz--> 20 40 60 80 100 120 140
Abundance #22092: Octane, 3,5-dimethyl-
57.0
5000 s ——
12.00 12.50
410 m/z 57.10  85.98%
850 1130
0 \J-\S\.O‘\‘\‘\\"‘M\\H“\\“}\‘1‘\\\“‘\\\‘\‘\\\]\-4"2\.0\\
miz-> 20 40 60 80 100 120 140
Abundance #12839: Thiophene, 2-propyl-
97.0
— .
12.00 12.50
5000 ITI/Z 43.10 64.77%
126.0
45.0
2710 69.0
o} S W ED s ('S VN
miz--> 20 40 60 80 100 120 140
Abundance #13233: 2-Hexene, 3,4,4-trimethyl- < —5
97.0
550 12.00 12.50
m/z 41.10 58.84%
5000
27.0
126.0
L e
o1 e T ——
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.245 10.65 ug/L 442765  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, 2,6-dimethyl- 142 C10H22 002051-30-1 91
3 Octane, 2,6-dimethyl- 142 C1eH22 002051-30-1 91
4 Nonane, 3-methyl- 142 C1eH22 005911-04-6 91
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 90

Abundance Scan 1699 (12.245 min): VW030205.D\data.ms (-1695) ( m/z 57.10 100.00%
57.

1
5000

113.2
I

—J
85.1 1200 12,50
et L MAee 1781 2060 s 71,10 68.02%

| | 1422 1781 2060
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl-
57.0

o

5000 s ~—
12.00 12.50
29.0 113.0 m/z 43.10  51.05%
L | s
O\\\‘\\\\“‘\\\“\\w\“}\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22103: Octane, 2,6-dimethyl-
57.0
P —
12.00 12.50
5000 29.0 m/z 41.10 37.35%
85.0 113.0
| M M o | 142.0
Ottt e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22107: Octane, 2,6-dimethyl- o ‘ ‘
57.0 12.00 12.50

m/z 56.10 32.66%

5000
29.0 113.0
AL Laze
0 ‘H\ \‘\ \‘ ‘ 142.0

R \
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.361  25.93 ug/L 1077780  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 83
2 Heptane, 4-(1-methylethyl)- 142 C1eH22 052896-87-4 50
3 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 49
4 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 47
5 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 45
Abundance Scan 1718 (12.361 min): VW030205.D\data.ms (-1704) ( m/z 57.10 100.00%
57.1
5000
P e
H 12511422 12.00 12.50
om‘_m““m_‘H,Hw_m_m_m m/z 43.10  44.20%
m/z--> 20 40 60 100 120 140
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
5000 41.0 98.0 ‘ T T ‘ T
12.00 12.50
m/z 98.10 40.40%
O\\1\4‘\O‘\H\\“‘\\\‘ ‘\\H’?\’}\\\“\\\‘\‘\\\]\-4‘.2\.\0\\
miz--> 20 40 60 100 120 140
Abundance #22132: Heptane, 4—(l—methylethyl)—
57.0
i C
12.00 12.50
5000 m/z 41.10 34.48%
41,0 98.0
ol 180 H 0 yr7o 1140 1420
e B e
m/iz--> 20 40 60 80 100 120 140
Abundance #22102: Octane, 2,3-dimethyl- — —
57.0 12.00 12.50
m/z 55.10 22.60%
5000
41,0 98.0
0 H Ll e ‘\ 1140 1420
A e e e e e o e
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 Carbonic acid, neopentyl 2-... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.617 11.28 ug/L 151907 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, neopentyl 2-ethyl... 244 C14H2803 1000357-85-7 59
2 Octane, 3-ethyl- 142 C10H22 005881-17-4 58
3 Oxalic acid, 2-ethylhexyl pentyl... 272 C15H2804 1000309-38-7 53
4 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 53
5 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 53
Abundance Scan 1760 (12.617 min): VW030205.D\data.ms (-1756) (| m/z 71.10 100.00%
71.1
5000 411
112.1
4 —
| | ‘1421 192.8 265.1 12.59 13,99
0 Mu e m/z 43.10  72.54%
miz-> 50 100 150 200 250
Abundance #128353: Carbonic acid, neopentyl 2-ethylhexyl ester
71.0
5000 — ——
12.50 13.00
41,0 1120 m/z 57.10  59.62%
O T T “\ ‘\L‘ ‘H \‘h T \H\ T T T \1\88\.? T T T T T T T T
m/z--> 50 100 150 200 250
Abundance #22073: Octane, 3-ethyl-
71.0
=5 —
210 12.50 13.000
5000 m/z 69.10 47 .53%
112.0
oL Ll Lo
miz--> 50 100 150 200 250
Abundance #163313: Oxalic acid, 2-ethylhexyl pentyl ester — ——
71.0 12.50 13.00
m/z 70.10  45.82%
5000
410
112.0
‘ ‘ 157.0
S 5 S W — MAVI%4 A
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 5
R.T. EstConc Area Relative to ISTD R.T.
12.775 33.91 ug/L 456651 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octene, 2,6-dimethyl- 140 C10H20 004057-42-5 60
2 Cyclohexane, 1,1,2,3- tetramethyl— 140 C10H20 006783-92-2 59
3 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1000499-04-5 49
4 (1,2,4-Trimethylcyclohexyl)metha... 198 C12H2202 1010499-04-6 43
5 (1 ,2,4-Trimethy1cyclohexy1)metha... 156 C10H200 1000499-04-0 43

Abundance Scan 1786 (12.776 min): VW030205.D\data.ms (-1782) ( m/z 69.10 100.00%

69.1
125.2
41.1
5000
96.1

—
‘ | “ 12.50 13.00
ol il m_m‘w‘m_l““{“‘?‘ m/z 70.10  85.80%
miz--> 20 40 60 100 120 140 160
Abundance #20705: 2-Octene, 2,6-dimethyl-
410  69.0
5000 S— ——
12.50 13.00

m/z 125.15  75.39%

140.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #20749: Cyclohexane, 1,1,2,3-tetramethyl-
69.0
41.0
=

12.50 13.00
5000 m/z 55.10 70.43%

125.0
“ 97.0
0 el e
m/z--> 20 40 60 80 100 120 140 160
Abundance

#73724: (1,2,4-Trimethylcyclohexyl)methanol, acetate (is T —

69.0 12.50 13.00
125.0 m/z 41.10 58.22%
5000
96.0
15. ‘ 156.0
miz-> 80 100 120 140 160 12.50 13.00

SFAMWLMO91624SMA.M Wed Sep 25 16:16:00 2024 Page: 18



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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: Cyclic12.855 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.855 25.69 ug/L 345928 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 64
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 62
3 m-Menthane, (1S,3S)-(+)- 140 C1oOH20 013837-67-7 59
4 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 58
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 58
Abundance Scan 1799 (12.855 min): VW030205.D\data.ms (-1792) ( m/z 55.10 100.00%
531 97.1
5000
140.2 12:50 13.00
1232° | : :
oHH_‘?’fi;m“”“‘l“ il 232 L wjz 97.18 85.43%
miz--> 20 40 60 80 100 120 140
Abundance #20766: 1-Methyl-4-(1-methylethyl)-cyclohexane
55.0
97.0
5000 P —
12.50 13.00
27.0 m/z 69.10 58.33%
‘ ‘ 140.0
79
O\\\\‘\\\\“‘\\\H'u“\“\“\\‘l?\\\“\\\\‘\\\\l\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
=
55.0 97.0
P e
12.50 13.00
5000 m/z 81.10 56.97%
27.0
‘ 140.0
o b o Lo
m/iz--> 20 40 60 80 100 120 140
Abundance #20708: m-Menthane, (1S,3S)-(+)- — ——
55.0 12.50 13.00
97.0 m/z 41.10 46.20%
h WM/\
29.0 ‘ 140.0
oHH_Hmm_u\zg‘lﬁm‘““1‘23‘-9”;”” WV
m/z--> 60 80 100 120 140 12.50 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 Cyclooctanemethanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.032 6.63 ug/L 89287 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclooctanemethanol 142 CS9H180 003637-63-6 53
2 2-Hexene, 4-ethyl-2,3-dimethyl- 140 C10H20 1000149-19-7 50
3 Nonane, 2-methyl-3-methylene- 154 C11H22 055499-08-6 47
4 4-Octene, 2,3,6-trimethyl- 154 C11H22 063830-65-9 47
5 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 45
Abundance Scan 1828 (13.032 min): VW030205.D\data.ms (-1825) ( m/z 69.10 100.00%
69.1
5000 111.1
411
‘ ‘ 154.2 13.00 !
0 ‘H‘w“‘m“!“u“ m :M‘1“‘mu‘mwm‘www?‘o“??" m/z 55.10  66.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #23006: Cyclooctanemethano
69.0
5000 1110 13.00 |
41.0 m/z 111.10  40.49%
O 18.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20741: 2-Hexene, 4-ethyl-2,3-dimethyl-
69.0
I \
41.0 13.00
111.0
5000 m/z 97.10 33.49%
H ‘ 140.0
0 Hw‘m‘;“m‘w“u““N‘“HM;WMHHWHWWHu_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31457: Nonane, 2-methyl-3-methylene- — :
69.0 13.00
m/z 41.10 32.35%
41.0
5000
154.0
ol ol Al 70 1260 -
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17

Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO91624SMA.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 18 Carbonic acid, decyl vinyl ... Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.074 16.35 ug/L 220143 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 59

2 Nonane, 4,5-dimethyl- 156 C11H24 017302-23-7 49
3 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 43
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 43

5 Sulfurous acid, isohexyl 2-penty... 236 C11H2403S 1000309-15-5 43

Abundance Scan 1835 (13.074 min): VW030205.D\data.ms (-1831) ( m/z 57.10 100.00%
57.1
85.1
5000
111.2
T
4 ‘ 140.2 13.00
ol 38k M b mjz 43.10 85.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #108991: Carbonic acid, decyl vinyl ester
43.0
5000 71.0 T T
13.00
m/z 69.10 69.53%
97.0
1 | | 140.0 185.0
O\‘\l‘\\“ ‘\w}\"\‘\\M‘\\H\‘\\\\J\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33094: Nonane, 4,5-dimethyl-
43.0
T
71.0 13.00
5000 ITI/Z 41.10 61.11%
126.0
o d bl Lm0 120 4seo
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33098: Octane, 2,3,3-trimethyl- 7 ‘
43.0 13.00
m/z 71.10 60.32%
71.0
5000
113.0
0 24, ‘\M I ‘M 1.0 H 141.0
R o e e e R
m/z--> 20 40 60 80 100 120 140 160 180 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17

Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO91624SMA.M
. SFAM@1.0

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 19 (DEL) Alkane: Cyclic13.123 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.123  15.12 ug/L 203650 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1-dimethyl- 112 C8H16 000590-66-9 46
2 5-Octen-4-one, 7-methyl- 140 C9H160 032064-78-1 43
3 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 41
4 Thiophene, 2-(2-methylpropyl)- 140 C8H12S 032741-05-2 38
5 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 38

Abundance Scan 1843 (13.123 min): VW030205.D\data.ms (-1839) ( m/z 97.10 100.00%
7.1
57.1
5000
— —
39 “ 140.2 13.00 13.50
O bl 77Ol I 3189 | 1681 . 57 19 g82.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #7618: Cyclohexane, 1,1-dimethyl-
97.0
55.0
5000 — ——
13.00 13.50
270 m/z 43.10 64.58%
79'\ H |
0+ H“‘HH‘\H\‘HH‘\\H‘HH
miz--> 20 40 60 80 100 120 140 160
Abundance #21533: 5-Octen-4-one, 7-methyl-
97.0
—— —
13.00 13.50
41.0 o
5000 71.0 m/z 55.10 53.32%
‘ 140.0
bl e
m/z--> 20 40 60 80 100 120 140 160
Abundance #33097: Nonane, 3,7-dimethyl- — —
57.0 13.00 13.50
m/z 71.10 48.37%
5000
290 85.0
‘ 127.0
O L T 1560 MM e
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17

Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Library Search Compound Report

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.336 16.50 ug/L 222126  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
2 Octane, 2,3,3-trimethyl- 156 C11H24 062016-30-2 64
3 Octane, 6-ethyl-2-methyl- 156 C1l1H24 062016-19-7 59
4 Nonane, 4,5-dimethyl- 156 C1l1H24 017302-23-7 59
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 53
Abundance Scan 1878 (13.336 min): VW030205.D\data.ms (-1875) ( m/z 57.10 100.00%
57.1
85.1
5000 411 MW
127.2 — ——
| ‘ 156.3 13.00 13.50
0 ““H;‘M el m/z 71.10 85.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #59035: Undecane, 5-ethyl-
57.0
5000 — ——
13.00 13.50
410 85.0 m/z 43.10  56.25%
O T ‘2\5l\$\ T \H“ T \H\ T ‘ }‘\ T \H‘ L \1‘-2\‘6\.0\\ ‘ T \]-\5‘5\).‘()\
miz--> 20 40 60 80 100 120 140 160
Abundance #33098: Octane, 2,3,3-trimethyl-
43.0
— —
71.0 13.00 13.50
5000 m/z 85.10 53.48%
27.0
113.0
PR 7 Y -2
m/z--> 20 40 60 80 100 120 140 160
Abundance #33107: Octane, 6-ethyl-2-methyl- — —
43.0 13.00 13.50
71.0 m/z 41.10 43.13%
- MWM
27.0 127.0
1 W Y N N O
m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 (DEL) Alkane: Cyclic13.440 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.440 33.54 ug/L 451653  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 70
2 Cyclohexane, butyl- 140 C1oH20 001678-93-9 70
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 70
4 Cyclohexane, ethyl- 112 C8H16 001678-91-7 58
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 53
Abundance Scan 1895 (13.440 min): VW030205.D\data.ms (-1892) ( m/z 83.10 100.00%
83.1
55.1
5000
140.2 L
38ﬁ | I | 1 o
O L A L N S m/z 55.10 72.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #20678: Cyclohexane, butyl-
83.0
55.0
5000 U
13.50
290 140.0 m/z 82.10 58.62%
O\\\\‘\H\\“M\\\“\‘}h\“‘1\\\“]\-]\_]\“\0‘\\\\“\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #20675: Cyclohexane, butyl-
83.0
—
55.0 13.50
5000 m/z 41.10 36.23%
29.0 140.0
ol i i o L
m/z--> 20 40 60 80 100 120 140 160
Abundance #7533: Cyclohexane, ethyl- —
83.0 13.50
55.0 m/z 43.10  23.99%
5000
27.0 112.0
0“‘u‘ww‘hh“ ‘ﬂh‘ﬁl“w“““‘u“““‘ 7
m/z--> 20 40 60 80 100 120 140 160 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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: Cyclic13.690 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.690  13.99 ug/L 188455 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 83
2 5-Undecene 154 C11H22 004941-53-1 64
3 2H-Pyran, tetrahydro-4-methyl-2-... 154 C10H180 016409-43-1 53
4 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 50
5 Cyclopropane, 1,2-dimethyl-1-pen... 140 C10H20 062238-04-4 47

Abundance Scan 1936 (13.690 min): VW030205.D\data.ms (-1933) ( m/z 69.10 100.00%

o

69.1
5000 41.1
111.1 154.2
—r —r
‘ | ‘ | | h 13.50 14.00
ol Ll L b 338 L2070 4y 5510 67.47%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane
69.0
41.0
5000 — —
13.50 14.00
154.0 m/z 41.10 49,33%
Ll T o) |
0‘\\\\i}\\“\ \\}‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31397: 5-Undecene
55.0
—r —r
13.50 14.00
5000 m/z 56.10 48.05%
83.0 154.0
‘ ‘1110
SN N T P
20 40 60 80 100 120 140 160 180 200

m/z-->
Abundance #31295: 2H-Pyran, tetrahydro-4-methyl-2-(2-methyl-1-prg T —
410 690 139.0 13.50 14.00

m/z 83.10 47.17%

5000
109.0
Uik ol | | |

0! e —— ——
miz--> 20 40 60 80 100 120 140 160 180 200 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 Bacchotricuneatin c Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.184 12.20 ug/L 164251 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
2 Decane, 2,3,7-trimethyl- 184 C13H28 062238-13-5 52
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 52
4 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 50
5 1-Octadecanesulphonyl chloride 352 C18H37Cl02S 1000342-70-4 50

Abundance Scan 2017 (14.184 min): VW030205.D\data.ms (-2014) ( m/z 57.10 100.00%

57.1
5000

1111 1532 1400 1450
0L— L“‘\ ul \M“\m‘ Mh\ L\ ‘ H‘ \“‘\‘ — ‘2?6‘3“ e m/z 43.10 63.26%
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
719 1120
5000 — —
14.00 14.50
m/z 71.10 57.87%

0 ‘H | \iLg\‘l? " 2450 342'
T 1T ‘ T T ‘ L ’ T T ‘ T T T ‘ T T T ‘
m/z--> 50 100 150 200 250 300
Abundance #59081: Decane, 2,3,7-trimethyl-

43.0

14.‘00 14.‘50
5000 85.0 ITI/Z 41.10 49.,17%
141.0
O
m/z--> 50 100 150 200 250 300
Abundance #59088: Decane, 2,3,5-trimethyl- — T
57.0 14.00 14.50

m/z 85.10 42.04%

5000
99.0 141.0
2?-\p\\ h \‘

T \
m/z--> 50 100 150 200 250 300 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 Oxalic acid, cyclobutyl pen... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

14.257  24.40 ug/L 328606 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclobutyl pentadec... 354 C21H3804 1010309-70-5 52
2 Oxalic acid, cyclobutyl heptadec... 382 C23H4204 1000309-70-7 50
3 Isopulegol 154 C10H180 000089-79-2 43
4 Isopulegol 154 C10H180 000089-79-2 43
5 Nonadecane 268 C19H40 000629-92-5 27

Abundance Scan 2029 (14.257 min): VW030205.D\data.ms (-2025) ( m/z 57.10 100.00%

541
5000
85.1

H 140.2 T T
¥ '

,Huhuwwdw 1913 m/z 55.10  59.95%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #263833: Oxalic acid, cyclobutyl pentadecyl ester
558.0

o

5000 — e
14.00 14.50

m/z 41.10 51.59%

85.0
’\‘\‘H““H\\‘H‘H“H\\}MHH‘\H\‘\H\‘H\\‘\\\\2‘\1\0\\‘0\\\\‘\2??’9\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #289315: Oxalic acid, cyclobutyl heptadecyl ester
55.0

14.00 14.50

o

5000 m/z 71.10 40.49%
0260, 70 amso 283.(
,mwm ““““‘,,
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #30924: Isopulegol ‘ ‘
41.0 14.00 14.50

m/z 43.10  39.86%

71.0
5000
121.0
‘3540

0 R IRRTERRES —— ——
miz--> 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\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 Cyclohexane, 1,1'-(1,4-buta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.379  58.92 ug/L 793390 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 50
2 Cyclohexane, pentyl- 154 C11H22 004292-92-6 50
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 50
4 Cyclohexane, (1-methylbutyl)- 154 C11H22 061208-94-4 49
5 Cyclohexane, eicosyl- 364 C26H52 004443-55-4 47
Abundance Scan 2049 (14.379 min): VW030205.D\data.ms (-2045) ( m/z 83.10 100.00%
83.
55.1
5000
152.2
— ——
110.1 14.00 14.50
0 “1‘!‘,“““”‘um“‘m“w‘“;‘8‘2‘"3‘“””“” m/z 82.10  82.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102197: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0
5000 — <
14.00 14.50
0.0 ‘ 139.0 m/z 55.10 70.67%
O\H\‘\‘}‘H‘i”\\\‘M“\}‘\\““\\\‘1‘]’-\0\‘9\.\()‘\H\“\\\\‘\\\\‘\]_%4\.‘9\\2%%.\()\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31430: Cyclohexane, pentyl-
55.0 83.0
— ——
14.00 14.50
5000 ITI/Z 67.10 44 .46%
29.0 ‘ 154.0
P O = N WS
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13247: Cyclohexane, (1-methylethyl)- — —
55.0 83.0 14.00 14.50
m/z 81.10 44.10%
5000
w0 ||
0“H"L‘HHwai"M“W‘wu‘ﬂu“H“‘H“_“W“H“H — —r
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_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 26 Oxalic acid, cyclohexylmeth... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.794  28.86 ug/L 388571 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl no... 312 C18H3204 1000309-68-6 74
2 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 72
3 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 72
4 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 72
5 Sulfurous acid, cyclohexylmethyl... 430 C25H5003S 1000309-22-6 64
Abundance Scan 2117 (14.793 min): VW030205.D\data.ms (-2113) ( m/z 97.10 100.00%
97.1
55.1
5000
168.2 14:50 15.00
125.2 ' : :
038 ThL w2289 L mjz s5.16 64.53%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #214478: Oxalic acid, cyclohexylmethyl nonyl ester
97.0
55.0
5000 —r ——
14.50 15.00
m/z 41.10 30.32%
171.0
2%.0 \M\ \“ WZW L‘_J 12\6'0 " ‘
O\‘\\\\‘\\\\’\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #196828: Oxalic acid, cyclohexylmethyl octyl ester
97.0
55.0 — —
14.50 15.00
5000 m/z 43.10 26.58%
29.0
0 7.0 |, 1250 157.0
- \\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43585: Cyclohexane, 1-methyl-2-pentyl- T —
55.0 97.0 14.50 15.00
m/z 96.10  25.95%
5000
29.0
168.0
oLl me | 11001300
R R e e e o —— —
m/z--> 20 40 60 80 100 120 140 160 180 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 Dodecyl octyl ether Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.836  54.58 ug/L 734995 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl octyl ether 298 C20H420 1000406-38-4 59
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 55
3 Nonane, 3-methyl- 142 C10H22 005911-04-6 49
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 49
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 49

Abundance Scan 2124 (14.836 min): VW030205.D\data.ms (-2120) ( m/z 57.10 100.00%
57.1
w0 M
T T
| H 98"1 141.2 166 14.50 15.00
o‘H‘HH\Mq“uw”s‘”h‘\‘mH‘u_Hu“w_‘m_mz‘("grq m/z 71.10  59.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #197435: Dodecyl octyl ether
57.0
5000 = hata
83.0 14.50 15.00
290 111.0 m/z 43.10 52.24%
| ‘ m 1400 168.0
O\\\‘\\\\‘\\\ ‘\ \\‘\\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
— ——
14.50 15.00
5000 m/z 41.10 34.18%
29.0 H 98.0
SR I N . N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22077: Nonane, 3-methyl- “ —
57.0 14.50 15.00
m/z 55.10 25.36%
29.0 112.0
SN Y-S B
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_W\Data\VW@92324\
Data File : VW@30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA .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 1
R.T. EstConc Area Relative to ISTD R.T.
15.318 112.60 ug/L 1516320 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 90
2 Bacchotricuneatin c 342 C20H2205 066563-30-2 83
3 Octane, 3-ethyl- 142 C1leH22 005881-17-4 72
4 2,6,10-Trimethyltridecane 226 C1l6H34 003891-99-4 72
5 Sulfurous acid, dodecyl 2-ethylh... 362 C20H4203S 1000309-19-5 72
Abundance Scan 2203 (15.318 min): VW030205.D\data.ms (-2198) ( m/z 57.10 100.00%
57.1
w0 NWJ\A_IJ\;
— —
11“3'1 155.2 198.2 15.00 15.50
ol 4 | 15521982 2811 m/z 71.10 81.48%
miz-> 50 100 150 200 250 300
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — —
1120 15.00 15.50
m/z 43.10 52.50%
O\\\H“”h\‘\H‘\‘\‘\\\‘\]\-8\3\.0‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
719 1120
— ——
15.00 15.50
5000 m/z 41.10 31.37%
T A
miz--> 50 100 150 200 250 300
Abundance #22073: Octane, 3-ethyl- “ 7
71.0 15.00 15.50
m/z 56.10 21.51%
5000
29, 112.0
0 — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\

Data File : VWe
Acqg On : 23

Operator : SY/
Sample . P41
Misc : 5.3

ALS vial : 18

Quant Method
Quant Title

TIC Library

Library Search Compound Report

30205.D

Sep 2024 17:17

MD

31-07

7g/10mL/MSVOA_W/SOIL/A
Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO91624SMA.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 2

R.T. EstConc Area Relative to ISTD R.T.
16.269 64.24 ug/L 865041 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 74
5 Heptane, 2,6-dimethyl- 128 C9H20 001072-05-5 74

Abundance Scan 2359 (16.269 min): VW030205.D\data.ms (-2355) ( m/z 57.10 100.00%

57.1
5000
85.1

T
16.00 16.50

\ 1271 183.2
Ol i b L L 355218322128 280 00 71 16 93.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90202: Dodecane, 2,6,10-trimethyl-
57.0
5000 —— p.
85.0 16.00 16.50

m/z 43.10 50.96%

1270
’\\\\U\\\ 155018302120
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0

T
16.00 16.50
5000 m/z 85.10 36.92%

85.0
29.0 ‘ 113.0
ol mhngesoey
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #90206: Dodecane, 2,6,10-trimethyl- — ——
57.0 16.00 16.50

m/z 41.10  35.48%

5000
29.0 85.0
‘ | ‘ 113.0
!

| > 155.0183.0
O el el et e pr e — —

m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50

o

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92324\
Data File : VWO30205.D

Acqg On : 23 Sep 2024 17:17
Operator : SY/MD

Sample : P4131-07

Misc : 5.37g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@91624SMA.M
Quant Title : SFAM@1.0

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: S 11.032 2.1 ug/L 87607 2 11.629 1039290 25.0
(DEL) Alkane: C 11.178 1.3 ug/L 53963 2 11.629 1039290 25.0
(DEL) Alkane: C 11.227 4.4 ug/L 183292 2 11.629 1039290 25.0
(DEL) Alkane: S 11.331 2.9 ug/L 118727 2 11.629 1039298 25.0
(DEL) Alkane: C... 11.434 2.1 ug/L 86086 2 11.629 1039290 25.0
(DEL) Alkane: S... 11.806 1.8 ug/L 72918 2 11.629 1039290 25.0
(DEL) Alkane: C 11.867 3.4 ug/L 141278 2 11.629 1039290 25.0
(DEL) Alkane: S 11.971 2.5 ug/L 103422 2 11.629 1039290 25.0
(DEL) Alkane: S 12.056 1.9 ug/L 80142 2 11.629 1039290 25.0
(DEL) Alkane: S 12.135 8.5 ug/L 354161 2 11.629 1039290 25.0
(DEL) Alkane: S 12.245 10.7 ug/L 442765 2 11.629 1039290 25.0
(DEL) Alkane: S... 12.361 25.9 ug/L 1077780 2 11.629 1039290 25.0
Carbonic acid, ... 12.617 11.3 ug/L 151907 3 13.556 336656 25.0
(DEL) Alkane: S... 12.775 33.9 ug/L 456651 3 13.556 336656 25.0
(DEL) Alkane: C... 12.855 25.7 ug/L 345928 3 13.556 336656 25.0
Cyclooctanemeth... 13.032 6.6 ug/L 89287 3 13.556 336656 25.0
Carbonic acid, ... 13.074 16.4 ug/L 220143 3 13.556 336656 25.0
(DEL) Alkane: C... 13.123 15.1 ug/L 203650 3 13.556 336656 25.0
(DEL) Alkane: S... 13.336 16.5 ug/L 222126 3 13.556 336656 25.0
(DEL) Alkane: C... 13.440 33.5 ug/L 451653 3 13.556 336656 25.0
(DEL) Alkane: C... 13.690 14.0 ug/L 188455 3 13.556 336656 25.0
Bacchotricuneat... 14.184 12.2 wug/L 164251 3 13.556 336656 25.0
Oxalic acid, cy... 14.257 24.4 ug/L 328606 3 13.556 336656 25.0
Cyclohexane, 1,... 14.379 58.9 ug/L 793390 3 13.556 336656 25.0
Oxalic acid, cy... 14.794 28.9 ug/L 388571 3 13.556 336656 25.0
Dodecyl octyl e... 14.836 54.6 ug/L 734995 3 13.556 336656 25.0
(DEL) Alkane: S... 15.318 112.6 ug/L 1516320 3 13.556 336656 25.0
(DEL) Alkane: S... 16.269 64.2 ug/L 865041 3 13.556 336656 25.0
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