LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe63023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/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\SFAMWLMO62923SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26496.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.247 50 59 60 rBv9 7800 19814 0.12% 0.016%
2 2.357 71 77 87 rVB 77294 167621 1.05% 0.135%
3 2.497 98 100 103 rVB4 3917 3681 0.02% 0.003%
4 2.619 117 120 121 rBV3 3581 3703 0.02% 0.003%
5 2.893 158 165 179 rBV 66779 200766 1.26% 0.162%
6 4.015 337 349 359 rBV 148802 402582  2.52% ©.325%
7 4.118 359 366 377 rW 63184 177362 1.11% 0.143%
8 4.375 401 408 421 rBvV2 6885 22924 0.14% 0.019%
9 4.527 428 433 435 rBVS 1750 3421 0.02% 0.003%
10 4.911 487 496 508 rBvV3 14388 49163 0.31% ©0.040%
11 5.021 511 514 518 rVB6 2905 4664 ©0.03% 0.004%
12 5.423 575 580 584 rBv7 3509 7537 0.05% 0.006%
13 6.222 707 711 715 rBV7 2243 3655 0.02% 0.003%
14 6.990 834 837 842 rVB6 2685 5620 0.04% 0.005%
15 7.075 844 851 860 rBV 50797 144346 0.90% 0.117%
16 7.167 861 866 876 rVB2 24522 65233 0.41% 0.053%
17 7.648 935 945 956 rBV 235279 566765 3.55% 0.458%
18 7.941 982 993 1003 rBV 10152 45106 0.28% 0.036%
19 8.026 1003 1007 1009 rBVS5 5212 6153 0.04% 0.005%
20 8.154 1019 1028 1035 rBV2 14736 35136 0.22% 0.028%
21 8.276 1038 1048 1063 rVV2 437403 1367750 8.56% 1.104%
22 8.416 1069 1071 1073 rBV3 3365 3641 0.02% 0.003%
23 8.569 1093 1096 1105 rVB10O 8757 18484 ©.12% 0.015%
24  8.691 1112 1116 1122 rVV9 4677 9112 ©0.06% 0.007%
25 8.843 1130 1141 1151 rBV 554018 1120329 7.02% 0.905%
26 9.069 1173 1178 1180 rBV5 7073 11740 0.07% 0.009%
27 9.148 1189 1191 1197 rVB6 5672 6334 0.04% 0.005%
28 9.276 1204 1212 1218 rBV 322957 696786 4.36% 0.563%
29 9.331 1218 1221 1227 rVB2 57818 105095 0.66% 0.085%
30 9.514 1247 1251 1257 rVB7 6798 11740 0.07% 0.009%
31 9.611 1257 1267 1272 rBV5 14657 36479 0.23% 0.029%
32 9.752 1284 1290 1297 rBV3 20629 44014 0.28% 0.036%
33 9.892 1309 1313 1317 rBV2 15776 28610 0.18% 0.023%
34 9.953 1319 1323 1327 rBV 31889 56005 ©0.35% 0.045%
35 10.032 1331 1336 1342 rVV 134339 232587 1.46% 0.188%
36 10.087 1342 1345 1349 rVW3 26016 44159 0.28% 0.036%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe63023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/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\SFAMWLMO62923SMA.M
Title : SFAMO1.0
37 10.245 1368 1371 1376 rVB2 14574 24368 ©0.15% 0.020%
38 10.325 1376 1384 1391 rBV 761835 1433517 8.98% 1.157%
39 10.386 1391 1394 1401 rVB 46072 77832 0.49% 0.063%
40 10.501 1407 1413 1419 rVB5 28807 67027 0.42% 0.054%
41 10.575 1419 1425 1434 rBV 103515 203573 1.27% 0.164%
42 10.660 1435 1439 1449 rVB4 26683 56618 0.35% 0.046%
43 10.758 1450 1455 1460 rBV5 23058 50329 0.32% 0.041%
44 10.843 1466 1469 1476 rVB 25845 38988 0.24% 0.031%
45 10.922 1476 1482 1490 rBV2 268671 519455 3.25% 0.419%
46 11.038 1496 1501 1508 rVB 41406 78717 0.49% 0.064%
47 11.105 1509 1512 1515 rBv4 19790 26653 0.17% 0.022%
48 11.178 1520 1524 1528 rVV 47179 70410 0.44% 0.057%
49 11.227 1528 1532 1537 rVWV 97630 161874 1.01% 0.131%
50 11.337 1545 1550 1554 rBV3 76893 133647 ©0.84% 0.108%
51 11.507 1574 1578 1590 rVB 130631 226788 1.42% 0.183%
52 11.629 1591 1598 1606 rBV 870924 1465939 9.18% 1.184%
53 11.763 1617 1620 1623 rBV2 27853 31624 0.20% 0.026%
54 11.818 1623 1629 1633 rBV6 55931 126913 0.79% 0.102%
55 11.873 1633 1638 1642 rVV 157532 290011 1.82% 0.234%
56 11.916 1642 1645 1650 rVB 99359 151311 0.95% 0.122%
57 11.971 1650 1654 1656 rBV3 28893 48251 0.30% ©0.039%
58 12.056 1664 1668 1673 rVB3 101763 178954 1.12% 0.144%
59 12.135 1674 1681 1687 rBv4 331801 775082 4.85% 0.626%
60 12.251 1695 1700 1704 rVB 460732 754199 4.72% 0.609%
61 12.361 1704 1718 1726 rBv4 525806 2063550 12.92% 1.666%
62 12.495 1734 1740 1750 rVB3 300001 780738 4.89% 0.630%
63 12.617 1752 1760 1765 rVB5 215647 598117 3.75% 0.483%
64 12.690 1765 1772 1777 rBV3 482759 1104238 6.91% 0.892%
65 12.775 1782 1786 1792 rVB3 521626 981973 6.15% 0.793%
66 12.855 1792 1799 1802 rBv4 401057 791600 4.96% 0.639%
67 12.934 1804 1812 1817 rBV3 1172483 3166712 19.83% 2.557%
68 13.074 1831 1835 1839 rBV 684838 887854 5.56% 0.717%
69 13.123 1839 1843 1846 rBV3 534550 921082 5.77% 0.744%
70 13.160 1846 1849 1854 rVV3 528287 911648 5.71% 0.736%
71 13.220 1856 1859 1863 rVB2 524777 788573  4.94% 0.637%
72 13.288 1863 1870 1874 rBV 1144826 1924312 12.05% 1.554%
73 13.336 1874 1878 1882 rBV 827878 1243602 7.79% 1.004%
74 13.446 1887 1896 1899 rVV6 1874915 4107805 25.72% 3.317%
75 13.477 1899 1901 1907 rVB4 785495 1188257 7.44%  0.959%

76 13.556 1910 1914 1916 rBV2 394181 579420 3.63% 0.468%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe63023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/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\SFAMWLMO62923SMA.M
Title : SFAMO1.0
77 13.592 1917 1920 1926 rVB3 577453 905199 5.67% 0.731%
78 13.696 1931 1937 1942 rBV5 849342 1841371 11.53% 1.487%
79 13.873 1960 1966 1970 rBV3 3210630 5812055 36.40% 4.693%
80 13.915 1970 1973 1978 rVB3 1557631 2300118 14.40% 1.857%
81 13.976 1979 1983 1986 rBV2 1546562 2241839 14.04% 1.810%
82 14.019 1987 1990 1993 rBV4 612869 1097274 6.87% 0.886%
83 14.190 2014 2018 2022 rBV3 1208265 1927588 12.07% 1.556%
84 14.257 2025 2029 2035 rVV4 2039936 3362004 21.05% 2.715%
85 14.312 2035 2038 2042 rVB3 895936 1172517 7.34% 0.947%
86 14.379 2042 2049 2054 rBV3 5114766 9551741 59.81% 7.712%
87 14.489 2064 2067 2069 rBV3 724726 1011536 6.33% 0.817%
88 14.543 2070 2076 2081 rVV4 2674895 5458007 34.18% 4.407%
89 14.598 2081 2085 2089 rVB5 810007 1314297 8.23% 1.061%
90 14.653 2091 2094 2098 rVV 1059876 1372212 8.59% 1.108%
91 14.732 2103 2107 2112 rBV5 1212358 2291420 14.35% 1.850%
92 14.793 2112 2117 2120 rVV2 2852204 4999948 31.31% 4.037%
93 14.836 2120 2124 2131 rVB5 3571098 7781040 48.73% 6.283%
94 15.116 2167 2170 2173 rVB3 733669 872832 5.47% 0.705%
95 15.318 2198 2203 2210 rVB 9844683 15969257 100.00% 12.894%
96 15.391 2210 2215 2220 rBV4 1648656 3722619 23.31% 3.006%
97 15.568 2240 2244 2249 rBV5 952732 1906454 11.94%  1.539%
98 15.623 2250 2253 2255 rBV2 745038 1044219 6.54% 0.843%
99 15.720 2265 2269 2277 rVB3 2193635 4432244 27.75% 3.579%
100 16.275 2355 2360 2369 rVB 3463559 6701995 41.97% 5.411%

Sum of corrected areas: 123849464
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO63023\

: VWe26496.D

: 01 Jul 2023 01:36

: SY/MD

. 03444-17

: 4.53g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
1.2e+07

1e+07

8000000

6000000

4000000

2000000

o

TIC: VW026496.D\data.ms

2.22857.427619 2.893 4.04318 4.378.527 4.951021 5.423

Time-->

H‘\H\‘\H’\\‘HH‘\H\‘\TT\‘HH|HH|HH‘\H\‘\H\‘\\/ﬁ‘rv_v_r\‘ﬂ'\\‘\H\‘HT\“HH‘HH.‘HH‘HH‘\H\‘HH.‘HH‘HH‘HH‘\

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
1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: VW026496.D\data.ms

10.325 11.629

0
Time-->

8.843
6.9007567 7.648 7 gozp1543 841656691 )\ 9.05088 P10 50,612 752 83BAIRD. 245 860V BEUHSA IRk BIA 507 1 176
A TBOBI5Y 5.416.58691 /\ 00604 S . 361, 7o B . e e e e

T T T
7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance
1.2e+07

1le+07

8000000

6000000

4000000

2000000

o

Time-->

TIC: VW026496.D\data.ms

15.818

T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36

Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA.M
. 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 2 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
11.038 1.34 ug/L 78717  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
2 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 72
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
4 Heptane, 3,5-dimethyl- 128 C9H20 000926-82-9 59
5 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
Abundance Scan 1501 (11.038 min): VW026496.D\data.ms (-1496) ( m/z 57.10 100.00%
57.1
‘ 99.2 11,00 |
T 1282 :
Ol b 232 1608 1903 0 43010 36.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14560: Heptane, 2,5-dimethyl-
57.0
5000 ifod
29.0 :
m/z 41.10 27.48%
99.0
0\\\‘\}\\‘i‘\\\““\\“‘\\‘\\\\“‘\\\\]‘-\2\8\.\0‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14546: Heptane, 2,5-dimethyl-
57.0
RN
11.00
5000 m/z 56.05 21.31%
290‘ 99.0
128.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14561: Heptane, 2,5-dimethyl- —
57.0 11.00
m/z 71.10 12.17%
29.0
99.0
AR A O N A%
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclicl1.227 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
11.227 2.76 ug/L 161874  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 90
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
3 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
4 Cyclooctane, (1-methylpropyl)- 168 C12H24 016538-89-9 64
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 64

Abundance Scan 1532 (11.227 min): VW026496.D\data.ms (-1528) ( m/z 111.10 100.00%

69.0 111.1
L\‘ \h i

"w"H"‘H"“Muphm_m“‘;“1‘3‘?:3‘1‘?4;9‘1‘??;‘4‘“2‘1‘7‘-‘6 m/z 69.05 87.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13263: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

5000 41.0

o

m/z 55.10 46.42%

15-0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13264: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0

o

— —
11.00 11.50
m/z 41.10  39.22%
5000 210
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13248: Cyclohexane, 1,1,3-trimethyl- T ‘ ‘
69.0 111.0 11.00 11.50

- T /\m

] il L O L N S —— —
miz--> 20 40 60 80 100 120 140 160 180 200 220 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Straight-Chai... Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
11.337 2.28 ug/L 133647 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 72
2 Octane, 4,5-diethyl- 170 C12H26 001636-41-5 64
3 Heptane, 2,3-dimethyl- 128 C9H20 003074-71-3 64
4 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 59
5 Decane, 5,6-dimethyl- 170 C12H26 001636-43-7 59
Abundance Scan 1550 (11.337 min): VW026496.D\data.ms (-1545) ( m/z 43.00 100.00%
43.0
5000 84.1 M\/{
— —
| m ‘ 125.1152.0178.9 208.1  253.: 1100 159
0m_m‘mwH‘_"‘,"‘“‘H‘_""HH‘mwwmwuw m/z 84.10  45.59%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #14543: Heptane, 2,3-dimethyl-
43.0
5000 — —
84.0 11.00 11.50
m/z 85.10  33.91%
015.0] ‘h H‘ 128.0
H\‘HH‘H\\‘\H\‘\\H’HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #45499: Octane, 4,5-diethyl-
43.0
— —
84.0 11.00 11.50
5000 m/z 41.10 31.69%
A EANN 110 1% 1700
““ T
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #14554: Heptane, 2,3-dimethyl- — —
43.0 11.00 11.50
m/z 57.10  26.03%
5000
84.0
0,1280 Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 37
R.T. EstConc Area Relative to ISTD R.T.
11.507 3.87 ug/L 226788 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 86
2 Octane, 3-methyl- 128 C9H20 002216-33-3 86
3 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 64
4 Heptane, 2,5-dimethyl- 128 C9H20 002216-30-0 59
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
Abundance Scan 1578 (11.507 min): VW026496.D\data.ms (-1574) (  m/z 57.10 100.00%
57.1
- M\ANW
98.1 T
\ 128.2 3 1150
Ol gL 12821581177.32002 . 4110 31.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14537: Octane, 3-methyl-
57.0
5000 —
20,0 11.50
’ m/z 43.10 28.62%
98.0
O \\\‘\‘}\\“‘\\\“‘\\“‘\\‘i‘\\\“\\\\]‘-\2\8\.(\)‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14528: Octane, 3-methyl-
57.0
T \
11.50
5000 m/z 56.10 22.16%
29.0 98.0
| \‘\ \‘\ | h 128.0
0L e e R e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14560: Heptane, 2,5-dimethyl- P ‘
57.0 11.50
m/z 98.10 17.43%
5000
29.0
99.0
ol bl b 2280 =
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclic11.818 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
11.818 2.16 ug/L 126913  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 81
2 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 74
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 74
4 Cyclohexane, 1,1,4,4-tetramethyl- 140 C10H20 002223-52-1 53
5 2,2-Dimethyl-3-heptene trans 126 CSH18 019550-75-5 49

Abundance Scan 1629 (11.818 min): VW026496.D\data.ms (-1623) ( m/z 69.10 100.00%
69.1 125.1
5000 411
— e
‘ I ‘ Tm 151.3 180.3 208.5 11.50 12.00
0 WW,HHH: Ll ‘1‘\“,\“““”M‘mww\f‘mm SR m/z 125.10 94.62%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
5000 41.0 T =
11.50 12.00
m/z 83.10 70.21%
O}?’\‘0\‘}‘\\"“\\\H‘\\‘\\H“l\\\’\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
— e
41.0 11.50 12.00 .
5000 m/z 55.10  57.84%
0 I O 1.2
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans- — —
69.0 11.50 12.00
1250 m/z 41.10  42.88%
h T AMM/
osoy Yl dere e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

SFAMWLM@62923SMA.M Mon Jul @3 18:50:39 2023 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclic11.873 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.873 4.95 ug/L 290011 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 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 74
3 3,5-Dimethyl-3-heptene 126 C9H18 059643-68-4 68
4 Benzeneacetic acid, 1-cyclopenty... 232 C15H2002 1000282-63-7 64
5 2,2,3,3-Tetramethylcyclopropanec... 238 C15H2602 1010221-97-5 64
Abundance Scan 1638 (11.873 min): VW026496.D\data.ms (-1633) ( m/z 97.10 100.00%
55.1 97.1
5000
126.1 - T
‘ ‘ ‘ ‘ 11.50 12.00
bt AL L1732 2041 4 5510 87.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13239: 1-Ethyl-4-methylcyclohexane
55.0 97.0
5000 — ——
11.50 12.00
126.0 m/z 41.10 26.03%
27.0‘ ‘
0 \\\‘\U\\“’“\\\H!“\“\‘\\“\\\!“1\‘1\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
— —
11.50 12.00
5000 m/z 126.10 17.53%
126.0
29.0 ‘
0 H“ﬂ$‘ ‘mW‘JWuJuH S .
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13210: 3,5-Dimethyl-3-heptene s ety
55.0 11.50 12.00
7.0 m/z 96.10  15.31%
5000
290 126.0
ABUROR 0 AP UTN SUSUONUOIUURSOUSUOUON B ot
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00

SFAMWLMO62923SMA.M Mon Jul @3 18:50:40 2023

Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclic11.916 Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
11.916 2.58 ug/L 151311  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 78
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
3 Cyclohexane, 1l-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 78
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 72
5 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 004926-78-7 64
Abundance Scan 1645 (11.916 min): VW026496.D\data.ms (-1642) (| m/z 97.10 100.00%
97.1
55.1
5000
—
\ 12(\3.2 165.1194.2 12.00
Obreredbetbptdid ko, 16511042 2834 . 5519 74.76%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0

3

5000 T
12.00
126.0 m/z 96.10  28.81%
Of”’
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
580 970
P
12.00
5000 ITI/Z 126.15 16.68%
‘ | 126.0
0 _H‘NAMMWHM“M‘H“LH‘HH‘HH‘H‘WH‘WH‘WH‘W‘HW‘HW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13285: Cyclohexane, 1-ethyl-4-methyl-, cis- =
550 97.0 12.00
m/z 41.10 13.76%
5000
JJ 126.0
m/z--> 20 40 60 80 100120140160180200220240260280 12.00

SFAMWLMO62923SMA.M Mon Jul @3 18:50:41 2023 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 38
R.T. EstConc Area Relative to ISTD R.T.
12.056 3.05 ug/L 178954  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,4-Dimethyl octane 142 C1eH22 015869-95-1 72
2 Sulfurous acid, hexyl heptyl ester 264 C13H2803S 1000309-12-9 72
3 Oxalic acid, butyl isohexyl ester 230 C12H2204 1000309-32-7 64
4 Oxalic acid, ethyl isohexyl ester 202 C10H1804 1000309-32-5 59
5 Oxalic acid, diisohexyl ester 258 C14H2604 1010309-32-9 59
Abundance Scan 1668 (12.056 min): VW026496.D\data.ms (-1664) ( m/z 57.10 100.00%
57.1
w T W
RN
| 127.2 1522  193.1 12.00
bl i 2802 1922 3L myz 43,10 90.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22087: 4,4-Dimethyl octane
57.0
85.0
5000 - :
12.00
m/z 85.10 49.65%
29.0
) e
O\\\‘\‘\\\“w\\‘\“\\h\\‘\‘\\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #152678: Sulfurous acid, hexyl heptyl ester
57.0
RN
85.0 12.00
5000 m/z 41.10 37.10%
29.0 ‘
PARRNTIOT O I N - B X N—
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #111144: Oxalic acid, butyl isohexyl ester —— ‘
43.0 12.00
m/z 56.05 32.32%
h | WMJM
bttt 1290 ol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

SFAMWLMO62923SMA.M Mon Jul @3 18:50:42 2023 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36

Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/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\SFAMWLM@62923SMA.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 1@ (DEL) Alkane: Straight-Chai... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
12.251 12.86 ug/L 754199  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 90
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 90
3 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 86
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 81

Abundance Scan 1700 (12.251 min): VW026496.D\data.ms (-1695) ( m/z 57.10 100.00%
57.1

113.1

ol LA L1 | 1502 1041 2370 2sei "5 4

miz-> 50 100 150 200 250
Abundance #22107: Octane, 2,6-dimethyl-
57.0

5000 A MY
12.00 12.50
27.0 113.0 m/z 43.10 56.20%
0 \“\ H‘““\ ‘!‘ \“\ T \“\ L e BB B I B B
m/z--> 50 100 150 200 250
Abundance #22080: Nonane, 3-methyl-
57.0
L — I —
12.00 12.50
5000 m/z 41.10 41.20%

27.0
113.0
ol bl Taaso
miz--> 50 100 150 200 250

Abundance #22077: Nonane, 3-methyl- —— —
57.0 12.00 12.50
m/z 56.10 33.28%
5000
27_0‘ 112.0
8 Y 1 L L
miz--> 50 100 150 200 250 12.00 12.50

SFAMWLMO62923SMA.M Mon Jul @3 18:50:44 2023
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 31
R.T. EstConc Area Relative to ISTD R.T.
12.361  35.19 ug/L 2063550  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 Octane, 4,5-dipropyl- 198 C14H30 020905-05-9 78
3 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 74
4 Octane, 2,3-dimethyl- 142 C1eH22 007146-60-3 64
5 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 64

Abundance Scan 1718 (12.361 min): VW026496.D\data.ms (-1704) ( m/z 57.10 100.00%
57.1

3

5000
98.1
P C
‘ m 1251 12.00 12.50
Ol al g 1251 1560 2050 2364 ;43,05  53.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22130: Heptane, 3-ethyl-2-methyl-
57.0
5000 — —
12.00 12.50
27.0 98.0 m/z 41.10 42.11%
011’142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74021: Octane, 4,5-dipropyl-
57.0
P P
12.00 12.50
5000 ITI/Z 98.10 34.78%
98.0
29.0
ook b1 42801550 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22127: Heptane, 3-ethyl-2-methyl-

i "
57.0 12.00 12.50
m/z 55.10  23.58%

5000 98.0

£

29.0 ‘

0‘”‘\‘“”‘\‘“““\“*H“‘\”“”“\w“r”‘lflwz"‘(‘)w”w”wmw”w

“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50

SFAMWLMO62923SMA.M Mon Jul @3 18:50:46 2023 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 33
R.T. EstConc Area Relative to ISTD R.T.
12.617 25.81 ug/L 598117 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-ethyl- 142 C1eH22 005881-17-4 58
2 Oxalic acid, 2-ethylhexyl ethyl ... 230 C12H2204 1000309-38-4 50
3 4-Methyl-3-heptanol, pentafluoro... 276 C11H17F502 1000365-51-7 47
4 Nonane, 2,3-dimethyl- 156 C11H24 002884-06-2 47
5 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 43
Abundance Scan 1760 (12.617 min): VW026496.D\data.ms (-1752) ( m/z 71.10 100.00%
71.1
4111
5000 125.1
o e
‘ ‘ 163.0 206.8 281.1 12.50 13.00
ol b L | 1630 2068 2487 | .., 4310 92.42%
miz--> 50 100 150 200 250
Abundance #22073: Octane, 3-ethyl-
71.0
410
5000 s ——
112.0 12.50 13.00
m/z 57.10 81.26%
LRI
O T T T \“H\‘ \H\“ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #111171: Oxalic acid, 2-ethylhexyl ethyl ester
57.0
T e
12.50 13.00
5000 m/z 41.10 63.53%
70 | || M0 o
AN 10 5 N P s —
m/iz--> 50 100 150 200 250
Abundance #167743: 4-Methyl-3-heptanol, pentafluoropropionate — ——
71.0 12.50 13.00
m/z 69.10 53.00%
50001 430
119.0
ol LM“ “‘ L | 4430 2080 — —
m/z--> 50 100 150 200 250 12.50 13.00

SFAMWLMO62923SMA.M Mon Jul @3 18:50:47 2023 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclicl12.775 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
12.775 42.37 ug/L 981973  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, butyl- 126 CSH18 002040-95-1 55
2 Isodecyl methacrylate 226 C14H2602 029964-84-9 50
3 trans-3-Decene 140 C10H20 019150-21-1 43
4 Cyclohexane, 1,1'-(1-methylethyl... 208 C15H28 054934-90-6 35
5 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 35
Abundance Scan 1786 (12.775 min): VW026496.D\data.ms (-1782) ( m/z 69.10 100.00%
69.1
41.1
125.1
5000
96.1
—— ——
M | H ‘ L560 ] 12.50 13.00
Oberrprelbdl 1960 2081 2535 .. g6 16 98.77%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #13197: Cyclopentane, butyl-
41.0 9.0
5000 — ——
12.50 13.00
97.0 126.0 m/Z 55.10 83.47%
O \\\‘\1H}\HH\“\“‘\\“!‘\HH’\H\‘\‘H\‘\H\‘H\\‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #106890: Isodecyl methacrylate
9
410 99
—— ——
12.50 13.00
5000 m/z 41.10 74.46%
111.0
L L e
YIS | S S S N ——
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #20652: trans-3-Decene T ——
41.0 12.50 13.00
69.0 m/z 125.10  62.68%
5000
H 970 1400
0HW!H};H;M‘Nh“““H‘m“,u‘;"m‘1””‘HH‘mwuu‘mwuu‘ 1 7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

SFAMWLMO62923SMA.M Mon Jul @3 18:50:48 2023 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclic12.855 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
12.855 34.15 ug/L 791600 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trans-1-methyl-2-nonyl-cyclohexane 224 C16H32 1000371-47-8 70
2 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 58
3 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 53
4 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 52
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 006069-98-3 52
Abundance Scan 1799 (12.855 min): VW026496.D\data.ms (-1792) ( m/z 55.10 100.00%
55.1
97.1
5000
P e
H M ‘ | ‘ 140.0 1871 2239 12.50 13.00
o‘H‘_‘Hw‘W‘NWMMcW‘MWHH‘LJ‘_‘H_‘A‘HH‘HnWH“ m/z 97.18  72.32%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #104614: Trans-1-methyl-2-nonyl-cyclohexane
55.0 97.0
5000 — —
12.50 13.00
m/z 41.10 46.90%
0 11 ‘\H Il \\123'0 165.0 2240
\\\\‘\\\\‘\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #20789: Cyclohexane, 1-methyl-4-(1-methylethyl)-, trans-
=
55.0 97.0
P e
12.50 13.00
5000 m/z 69.10 45.68%
27.0
‘ 140.0
0"m_‘H;“‘u“‘l‘_‘:‘uw“‘H N S ————
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl- — ——
12.50 13.00
69.0
m/z 81.10 42.05%
5000 41.0
153.0
0 H \\\126'0\ ‘\ 18\1-0 2240
! R Ema e A Ad AAARBaRasEETESEE P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00

SFAMWLMO62923SMA.M Mon Jul @3 18:50:49 2023 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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: Cyclicl12.934 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.934 136.63 ug/L 3166710 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 83
2 Ethanone, 1-(1-methylcyclohexyl)- 140 C9H160 002890-62-2 68
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 64
4 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 64
5 2,4-Dimethyl-1,5-diazabicyclo[3.... 112 C6H12N2 100463-01-2 60
Abundance Scan 1812 (12.934 min): VW026496.D\data.ms (-1804) ( m/z 55.10 100.00%
55.1 97.1
5000
140.2 1200
N 16431871 2220 13.00
0 Al et PR el Mz 97.10 95.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20743: Cyclohexane, 1-methyl-2-propyl-
97.0
55.0
5000 T
13.00
m/z 41.10 43.61%
29.0 140.0
O ‘\M\\ ‘\“H\\H‘H}\\ “\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #21583: Ethanone, 1-(1-methylcyclohexyl)-
55.0 97.0
13.00
5000 m/z 69.10 33.96%
290 | ) ) 100
O B S B AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13284: Cyclohexane, 1-ethyl-2-methyl-, cis- —
55.0 97.0 13.00
m/z 96.10 28.33%
5000
b 1250
ot e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 29
R.T. EstConc Area Relative to ISTD R.T.
13.074  38.31 ug/L 887854 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 10-Methylnonadecane 282 C20H42 056862-62-5 59
3 Hydroxylamine, O-decyl- 173 C1OH23NO 029812-79-1 50
4 Ether, 6-methylheptyl vinyl 156 C10H200 010573-35-0 49
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 47
Abundance Scan 1835 (13.074 min): VW026496.D\data.ms (-1831) ( m/z 43.10 100.00%
3.1
71.1
5000
1111
R \
H ‘ ‘ 140.1 13.00
Ol b g 1849 2440 sz 57.10 97.81%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #59028: Tridecane
57.0
5000 85.0 T \
13.00
29.0 m/z 69.10 61.47%
‘ | ‘ | | (1801410 1840
0\H‘\‘\H‘HHH“HM\“\‘H\“‘\\U\‘\HH\“HH‘HH‘\\H‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #176388: 10-Methylnonadecane
57.0
R \
85.0 13.00
5000 ’ m/z 41.10 61.01%
154.0
29.0 ‘ 113.0 ‘
SN B0 O 0 v SO . 2
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #48249: Hydroxylamine, O-decyl- T
43.0 13.00
m/z 71.10 54.25%
5000 71.0
oot L 201400 1730 b
m/z--> 20 40 60 80 100120140160180200220240260 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 27
R.T. EstConc Area Relative to ISTD R.T.
13.123  39.74 ug/L 921082 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 60
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 47
3 Tridecane 184 C13H28 000629-50-5 47
4 Nonane, 3-methyl- 142 C10H22 005911-04-6 43
5 Hexadecane 226 C16H34 000544-76-3 43
Abundance Scan 1843 (13.123 min): VW026496.D\data.ms (-1839) ( m/z 57.10 100.00%
57.1
97.1
5000
1300 1350
140.2 : :
0 WWH; Al p‘! ol 1683, 1961 2230 Ty 7 43,10 85.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33077: Undecane
57.0
5000 —— ——
85.0 13.00 13.50
29.0 ' m/z 97.10 64.37%
| ‘ L | 1130  156.0
O \\\‘\‘\\\“‘}\\\“\\“\\‘1\\\H‘\\i‘\‘\‘\\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45488: Undecane, 5-methyl-
43.0
—— —
13.00 13.50
5000 71.0 m/z 41.10 55.91%
112.0
P A Y J L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59026: Tridecane T —
57.0 13.00 13.50
m/z 55.10 52.67%
5000
29.0 85.0
0 “\ HH\ “\ Al ‘\‘11%0 I 14;"0 18\40
R B R e A BAARARaa R R e P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 18 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
13.160  39.33 ug/L 911648 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64
2 4-Methyl-3-heptanol, trifluoroac... 226 C1@H17F302 1000365-51-8 64
3 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 59
4 Sulfurous acid, octyl 2-pentyl e... 264 C13H2803S 1000309-15-7 53
5 3-(0ctyloxy)-1,2-propanediol 204 C11H2403 010438-94-5 53

Abundance Scan 1849 (13.160 min): VW026496.D\data.ms (-1846) ( m/z 71.10 100.00%

71.1
43.1
5000
111.1

-
| h ‘ \‘ 156.1 2084 2 13.00 13.50
PRI ' A BT m/z 43.18 75.39%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
43.0

o

5000 - ——
13.00 13.50
113.0 m/z 57.10 57.47%
O]\-%\.‘O\“\‘\\‘iu\\“‘\"\\H\“\‘\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #106105: 4-Methyl-3-heptanol, trifluoroacetate
43.0 71.0
— —r
13.00 13.50
5000 ITI/Z 41.10 50.21%
112.0
08500 L Ly, 1540 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33093: Nonane, 2,6-dimethyl- —— ‘ ‘
43.0 13.00 13.50
71.0 m/z 70.10 42.30%
o WW\J\
113.0
obrrrgth b 2410 SR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 20
R.T. EstConc Area Relative to ISTD R.T.
13.336 53.66 ug/L 1243600 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 91
2 Decane, 3-methyl- 156 C11H24 013151-34-3 91
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 72
4 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
5 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 64
Abundance Scan 1878 (13.336 min): VW026496.D\data.ms (-1874) ( m/z 57.10 100.00%
57.1
85.1
5000 JJ\W\\M/M
127.1 — ——
‘ ‘ ‘ 156.2 13.00 13.50
Obredb bay L 156218322084 237.C ;7119 89.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33097: Nonane, 3,7-dimethyl-
57.0
5000 — —
85.0 13.00 13.50
29.0 m/z 43.10  71.42%
‘ 0
O\‘\‘\H“‘M\“‘H‘M\‘\‘H\“\H\‘\‘H\‘\]\-!:\_)\6‘.\0\H‘HH“\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33092: Decane, 3-methyl-
57.0
— ——
13.00 13.50
5000 m/z 41.10 54.87%
20.0 85.0
127.0
oY T Y Y -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45503: Decane, 2,9-dimethyl- — —
43.0 13.00 13.50
m/z 85.10 51.81%
5000 71.0
SN A A SR T S ) OV L A L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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.
13.446 177.24 ug/L 4107810 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, butyl- 140 C1oH20 001678-93-9 81
3 Cyclohexane, ethyl- 112 C8H16 001678-91-7 80
4 Cyclohexane, (2-methylpropyl)- 140 CleH20 001678-98-4 72
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 72
Abundance Scan 1896 (13.446 min): VW026496.D\data.ms (-1887) ( m/z 83.10 100.00%
83.1
o T MLA‘/\/\
——
i T
ol Ml b | 193.2 2384 2810 .55 19 g5.45%
miz-> 50 100 150 200 250
Abundance #20677: Cyclohexane, butyl-
83.0
5000 1
41.0 13.50
140.0 m/Z 82.10 65.40%
O\\H\‘}H“L\Lh\\“\\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #20675: Cyclohexane, butyl-
83.0
—
13.50
5000 m/z 41.10 46.59%
41.0
140.0
OHH“‘”‘“H“Mw“w N
miz--> 50 100 150 200 250
Abundance #7534: Cyclohexane, ethyl- —
83.0 13.50
m/z 67.05 24.38%
AT -
m/z--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 21
R.T. EstConc Area Relative to ISTD R.T.
13.477  51.27 ug/L 1188260 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutyl tridecyl carbonate 300 C18H3603 959275-44-6 43
2 Octacosyl acetate 452 C30H6002 018206-97-8 38
3 Carbonic acid, dodecyl prop-1-en... 270 C16H3003 1000382-90-7 38
4 3-Butene-1,2-diol, 1-(2-furanyl)... 168 C9H1203 018927-20-3 38
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 35
Abundance Scan 1901 (13.477 min): VW026496.D\data.ms (-1899) ( m/z 57.10 100.00%
57.1
139.2 L —
‘ ‘ ‘ ‘ 13.50
ob— bbby L1 2081 m/z 97.10  72.47%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #199818: Isobutyl tridecyl carbonate
57.0
5000 1
13.50
m/z 43.10 67.44%
AL as20
0 H“\‘“\“M“\"“ii‘\i‘m’J\\\h\‘HH‘HH‘HH’HH‘\H\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #326466: Octacosyl acetate
43.0 97.0
——
13.50
5000 m/z 71.10 41.86%
N ‘ M??P 209.0 264.0 320.0 3920 452,
o o e I S e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #160996: Carbonic acid, dodecyl prop-1-en-2-yl ester P
57.0 13.50
m/z 41.10 35.80%
- M
L) [1139 600
s TR e
m/z--> 50 100 150 200 250 300 350 400 450 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 17
R.T. EstConc Area Relative to ISTD R.T.
13.696  79.45 ug/L 18413760 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 60
2 2-Decene, 4-methyl-, (Z)- 154 C11H22 074630-30-1 53
3 1-Ethyl-2,2,6-trimethylcyclohexane 154 C11H22 071186-27-1 52
4 2-Undecene, 4-methyl- 168 C12H24 091695-32-8 50
5 2-Pentene, 2-methyl- 84 C6H12 000625-27-4 30

Abundance Scan 1937 (13.696 min): VW026496.D\data.ms (-1931) ( m/z 69.10 100.00%
69.1

41.1
5000
1111

154.2 —— —
| ‘ ‘ 1032 13.50 14.00
Okt L b L L 19322178 0 4110 55.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
41.0 | 69.0
111.0
5000 — —
13.50 14.00
m/z 55.10 55.16%

o

\‘\“\\\‘ ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31448: 2-Decene, 4-methyl-, (Z)-
69.0

410 1350 14.00
5000 m/z 57.10 48.96%
0w**Him“*‘v‘w‘w‘*‘”*‘\H‘*wme‘*wwmw”wm
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #31467: 1-Ethyl-2,2,6-trimethylcyclohexane P P
69.0 13.50 14.00

m/z 56.10  39.52%

41.0
5000 W}U\/MAJ\/LW,PQAf\XI
154.0
97.0
M ‘125.0\ ‘

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 13.50 14.00

o

SFAMWLM@62923SMA.M Mon Jul @3 18:50:58 2023 Page: 25



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 Sulfurous acid, cyclohexylm... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.916  99.24 ug/L 2300120 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, cyclohexylmethyl... 360 C20H4003S 1000309-22-1 64
2 Sulfurous acid, cyclohexylmethyl... 402 C23H4603S 1000309-22-4 64
3 Sulfurous acid, cyclohexylmethyl... 374 C21H4203S 1000309-22-2 50
4 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 50
5 cis-1-Ethyl-3-methyl-cyclohexane 126 CSH18 019489-10-2 50

Abundance Scan 1973 (13.915 min): VW026496.D\data.ms (-1970) ( m/z 97.10 100.00%
97.1

55.1
5000

-

M ‘ N ‘ - 215‘4.2 14.00

: 181.1208.4 246.3 8
et A 220 | 18112084 2463 m/z 55.10  62.32
miz-> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #269794: Sulfurous acid, cyclohexylmethyl tridecyl ester
97.0

o

3

5000
55.0 14.00

m/z 41.10 20.54%

270 | || | 127.0154.0183.0

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #303682: Sulfurous acid, cyclohexylmethyl hexadecyl est

o

:

Abundance #282964: Sulfurous acid, cyclohexylmethyl tetradecyl est
97.0 14.00

m/z 96.10  19.15%

97.0
—
14.00
5000 5.0 m/z 57.10  20.25%
027‘\0‘” ‘\‘ ) 12701550 225.0
AL d 32701850 2250
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
—

5000
55.0

270 | | | | 1270 16801970

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 14.00

&

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 14
R.T. EstConc Area Relative to ISTD R.T.
13.977 96.73 ug/L 2241840 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 2,2,4-Trimethyl-3-hexene 126 C9H18 059643-72-0 30
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 27
4 Cyclohexane, 1-ethyl-1,4-dimethy... 140 C10H20 062238-30-6 27
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 27
Abundance Scan 1983 (13.976 min): VW026496.D\data.ms (-1979) ( m/z 69.10 100.00%
431 691
5000 97.1
154.2 S
12‘5'1 ‘ 14.00
0 el Wk AT 2085 s 43 10 84.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20729: Cyclopentane, (2-methylbutyl)-
69.0
41.0
5000 111.0 T 7
14.00
m/z 55.10 71.77%
0 N [ 140'0
- \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13217: 2,2,4-Trimethyl-3-hexene
69.0
——
97.0 14.00
5000 41.0 m/z 41.10 63.93%
126.0
TN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T
69.0 111.0 14.00
m/z 57.10 57.53%
41.0
5000
15.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 23
R.T. EstConc Area Relative to ISTD R.T.
14.019 47.34 ug/L 10972760  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 68
2 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 64
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
4 Sulfurous acid, butyl dodecyl ester 306 C16H3403S 1000309-17-9 59
5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 59
Abundance Scan 1990 (14.019 min): VW026496.D\data.ms (-1987) ( m/z 57.10 100.00%
57.1
5000 MW
- T
1271 . :
Obprreetheodee e et 092, 2092 28I s 43,10 59.67%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 —— :
14.00
m/z 71.10 35.28%
‘ 99.0 1410
O\‘\H\“\‘\\“‘\\“f‘\‘w‘\\\“\\‘\‘\‘\\\\i‘\\\\‘\H;‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22098: Octane, 2,7-dimethyl-
43.0
T \
14.00
5000 m/z 41.10 29.08%
99.0
ol d L 122
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45498: Undecane, 3-methyl- T
57.0 14.00
m/z 56.10 24.80%
- WW\«/\N
27.0
m/z--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.190  83.17 ug/L 19275960 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 3-methyl- 170 C12H26 001002-43-3 70
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 70
3 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 49

Abundance Scan 2018 (14.190 min): VW026496.D\data.ms (-2014) (  m/z 57.10 100.00%
57.1

5000

—
530 14.00 14.50
N 1931 2344 2810 m/z 43.10  69.19%

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

5000

7
14.00 14.50
m/z 41.10 53.84%

27‘.0 99.0 1410
\H‘\‘\\\“MH“’\\M\”‘\H“‘H{\‘H\\U\H\J’-?\c\)\.e\H‘HH‘H\\‘\H\‘\H\’\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45512: Decane, 3,8-dimethyl-

57.0

—
14.00 14.50

o

5000 m/z 71.10 53.74%
99.0 1410
0 \u‘u\\“1u“,\\“h“1‘\u“u‘\‘wu\q‘\u\],'\79??\\u‘\m‘\m‘\m‘\m,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #61056: 1-Octanol, 2-butyl- — —
57.0 14.00 14.50

m/z 85.10  44.23%

B JW
111.0
27,0
‘\‘ ‘\ il ‘\Hw \‘H \“\ I 168.0

7 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.257 145.06 ug/L 3362000 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecyl isobutyl ether 242 C16H340 1000406-32-6 43
2 Tetratetracontane 619 C44H90 007098-22-8 38
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 38
4 Tritetracontane 605 C43H88 007098-21-7 38
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 25

Abundance Scan 2029 (14.257 min): VW026496.D\data.ms (-2025) ( m/z 57.10 100.00%

57.1
5000

%‘ ”W .. 2223 1400 1450

O‘H‘w‘u"H‘WH‘_‘H_‘HM‘H‘HH‘HH‘H‘WH‘WH‘W‘H‘ m/z 41.10 51.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #126391: Dodecyl isobutyl ether
57.0
5000 — ——
14.00 14.50

m/z 55.10 47.03%

[
O‘HJ!‘\H\[\‘[\‘H’HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane

57.0

— —
14.00 14.50

5000 m/z 43.10 46.36%
0 ‘ ‘ J 127.0197.0267.0337.0  463.0 561.0
et e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45490: Undecane, 3-methyl- T —
57.0 14.00 14.50

m/z 71.10 44.21%

5000
’ 141.0
b

0 bt bR — —
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62923SMA.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 22
R.T. EstConc Area Relative to ISTD R.T.
14.312  50.59 ug/L 1172520 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 4-ethyl- 170 C12H26 001636-44-8 42
2 Dodecane, 5-methyl- 184 C13H28 017453-93-9 38
3 Sulfurous acid, butyl decyl ester 278 C14H3003S 1000309-17-7 38
4 Oxalic acid, 6-ethyloct-3-yl iso... 286 C16H3004 1010309-34-1 35
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 35
Abundance Scan 2038 (14.312 min): VW026496.D\data.ms (-2035) ( m/z 43.10 100.00%
43.1
85.1
5000 111.1
‘ 1402 14.00 14.50
168.2 : :
oww‘g‘m \‘M\H‘M“\“‘H‘H‘hu1\‘”‘”‘\”\2‘9\77?‘” m/z 57.10  76.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45483: Decane, 4-ethyl-
43.0
5000 85.0 — ——
14.00 14.50
m/z 85.10  75.34%
140.0
0 %\5\‘0\‘\ T \H} T \‘!“ \‘\H{ T "!‘\ T \”“%%L\S\.Rh\ TT U\ TT \%ZO\.\O‘\ T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59039: Dodecane, 5-methyl-
43.0
— ——
14.00 14.50
5000 85.0 ITI/Z 41.10 70.85%
126.0
Olrrryer b i 1820 WWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #170573: Sulfurous acid, butyl decyl ester — —
57.0 14.00 14.50
m/z 71.10 58.61%
5000 85.0
29.0
b 120 1410 asao A
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\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 29 Cyclohexane, 2-propenyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.379 412.13 ug/L 9551740  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 58
2 Decalin, syn-1-methyl-, cis- 152 C11H20 1000158-89-1 51
3 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
5 Cyclohexane, pentyl- 154 C11H22 004292-92-6 49
Abundance Scan 2049 (14.379 min): VW026496.D\data.ms (-2042) (| m/z 83.10 100.00%
41.1
5000
152.2
— ——
14.00 14.50
ol ul Jh”ﬂ"ﬂlgwl 18422192 280 ./, 5519 93.95%
miz-> 50 100 150 200 250
Abundance #12175: Cyclohexane, 2-propenyl-
55.0
5000 — e
14.00 14.50
m/z 82.10  81.25%
96.0
01\4..\()“\ 1‘ “‘H‘\ M\ ‘h“ T “‘ T \‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #29499: Decalin, syn-1-methyl-, cis-
41.0 (81.0
— —
152.0 14.00 14.50
5000 m/z 41.10 72.12%
e WWM
miz--> 50 100 150 200 250
Abundance #31429: Cyclohexane, pentyl- — T
83.0 14.00 14.50
m/z 67.10  53.42%
5000
41.0
154.0
I 1 O S R
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 Benzene, 1-methyl-4-(1-meth... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
14.489 43.64 ug/L 1011540 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 55
2 Benzene, 1,3-diethyl-5-methyl- 148 C11H16 002050-24-0 49
3 Benzene, (1,1-dimethylpropyl)- 148 C1l1H16 002049-95-8 46
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 43
5 Benzoic acid, 2,5-dimethyl-, (2,... 268 C18H2002 055000-48-1 43
Abundance Scan 2067 (14.489 min): VW026496.D\data.ms (-2064) ( m/z 119.10 100.00%
119.1
57.1
5000
1450
168.2 :
9L
0 u, b | 205123512650 m/z 57.10  73.62%
miz-> 50 100 150 200 250
Abundance #26403: Benzene, 1-methyl-4-(1-methylpropyl)-
119.0
5000 T
14.50
m/z 69.10 65.00%
41.0 77.0‘ ‘ 140.0
O\\\‘\“‘\‘\‘\\‘h\”‘\\‘\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #26379: Benzene, 1,3-diethyl-5-methyl-
119.0
—
14.50
5000 m/z 111.10 37.02%
30,0 77.0
B0 L L L e
(o) i ‘\‘\ J “ “‘\‘HH‘ i ‘\‘h‘\‘ ““ \‘ — — —
m/iz--> 50 100 150 200 250
Abundance #26389: Benzene, (1,1-dimethylpropyl)- e
119.0 14.50
m/z 91.10 33.63%
- WM
41.0
79.0
o R R S .- — S
m/z--> 50 100 150 200 250 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 31 Naphthalene, decahydro-2-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.543 235.49 ug/L 5458010 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 98
2 1-Methyldecahydronaphthalene 152 C11H20 002958-75-0 98
3 trans-4a-Methyl-decahydronaphtha... 152 C11H20 002547-27-5 83
4 trans-Decalin, 2-methyl- 152 C11H20 1000152-47-3 72
5 Naphthalene, decahydro-2-methyl- 152 C11H20 002958-76-1 68
Abundance Scan 2076 (14.543 min): VW026496.D\data.ms (-2070) ( m/z 67.10 100.00%
67.1 95.1
152.2
41.1
5000
‘ 14.50 |
123.1 :
ol weHW _“‘H“mHwhwlﬁz‘?‘z‘??%‘ 2906 m/z 95.10 87.68%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29506: Naphthalene, decahydro-2-methyl-
1.0 67.0
50 152.0
5000 —— :
14.50
m/z 81.10 82.74%
h1230 ‘
O ‘\\‘\\‘H\H‘HH‘\H\‘\H\‘HH‘\H\‘H\\‘H
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29497: 1-Methyldecahydronaphthalene
1.0 67.0
9.0 152.0 LN
14.50
5000 m/z 82.10 77 .29%
| e
0 J1 T A
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29512: trans-4a-Methyl-decahydronaphthalene — ‘
95.0 14.50
137.0 m/z 152.20  74.59%
7.
5000 67.0
41.0
0l el
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 unknown-03 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.598 56.71 ug/L 1314300 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptyne, 3-ethoxy-3,4-dimethyl- 168 C11H200 054411-04-0 43
2 1-Cyclopentylethanol, pentafluor... 260 C10H13F502 1000364-12-0 35
3 Neral 152 C1eH160 000106-26-3 35
4 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 30
5 3-Fluoro-2-formylpyridine 125 C6H4FNO 031224-43-8 27

Abundance Scan 2085 (14. 598 min): VW026496.D\data.ms (-2081) ( m/z 97.10 100.00%

97.1
55.1
5000

168.2 7 —
h 137 ‘ 14.50 15.00
—_— ““ M h w It 2071 2810 n/z 55,10 79.36%

) 3
m/z--> 150 200 250
Abundance #43386 1- Heptyne 3-ethoxy-3,4-dimethyl-
970
5000 43.0 L P
14.50 15.00

m/z 69.10 74.86%

| 1530
o E— ‘MHW‘\\‘L‘M‘ e
m/z--> 50 100 150 200 250
Abundance #147377: 1-Cyclopentylethanol, pentafluoropropionate
69.0
14!50 15f00
5000 m/z 111.10 37.76%
119.0
39.0 ‘ ‘
ol il Ao | 1490 1920
m/z--> 50 100 150 200 250
Abundance #29036: Neral T —
69.0 14.50 15.00
m/z 67.10 35.67%

5000
39.0
109.0
Ll \H ‘\‘ \\‘ 152.0

oL m‘n L \

miz--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 18
R.T. EstConc Area Relative to ISTD R.T.
14.653  59.21 ug/L 1372216 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,6-trimethyl- 184 C13H28 062238-12-4 83
2 Decane, 1-iodo- 268 C1loOH21I 002050-77-3 59
3 Decane, 3-bromo- 220 C1OH21Br 030571-71-2 58
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 58
5 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 53

Abundance Scan 2094 (14.653 min): VW026496.D\data.ms (-2091) ( m/z 43.10 100.00%
3.1

43.
85.1
5000

141.2

—
14.50 15.00

0 ~a822 2203 260.1 m/z 57.10  85.14%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59080: Decane, 2,3,6-trimethyl-
43.0
5000 85.0 e —
14.50 15.00

m/z 85.10 66.76%

‘ 141.0
\‘\‘\‘\\“‘\\\H“\\“}\“!‘\\\“‘\H\‘\\\\}‘\\\\’HH‘\\\\‘HH’HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #157263: Decane, 1-iodo-

43.0

—
14.50 15.00

o

5000 85.0 m/z 71.10  64.63%
| ‘ 141.0
0 w‘”“\“”‘l‘\”‘”w““”‘\”w”‘w“““v“:‘Lﬁ?"'gw”w"\“‘?\§§'9“ W\W
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #98236: Decane, 3-bromo- —— —
57.0 14.50 15.00

m/z 41.10 44.05%

5000 141.0 MW

‘ \‘ “\8”.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\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 Trichloroacetic acid, hexad... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.732  98.87 ug/L 2291420 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 72
2 1-Hexadecanol 242 C16H340 036653-82-4 64
3 1-Heptanol, 2,4-diethyl- 172 C11H240 080192-55-8 53
4 1-Tricosene 322 C23H46 018835-32-0 46
5 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 43

Abundance Scan 2107 (14.732 min): VW026496.D\data.ms (-2103) ( m/z 55.10 100.00%

55.1
97.1
5000
I

‘ | ﬁg’l 168.2 14.50 15.00
ol L LLIPTT 2240 2080 04196 78.67%

miz--> 50 100 150 200 250
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0

5000

— —
14.50 15.00

m/z 69.10  78.35%

st.o
oL, “Nl \MA\MHNWM N }?qq I AﬁAAﬁAAN$ﬂAJ\JVVJ
m/z--> 50 100 150 200 250
Abundance #126369: 1-Hexadecano

55.0
— —
97.0 14.50 15.00
5000 m/z 43.10 72.80%
o140] o o

m/z--> 50 100 150 200 250
Abundance #47390: 1-Heptanol, 2,4-diethyl- —— —
69.0 14.50 15.00

m/z 57.10 63.31%

5000
11.0
29 | 1] o

! P
miz--> 50 100 150 200 250 14.50 15.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 Oxalic acid, cyclohexylmeth... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.793 215.73 ug/L 4999950 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl oc... 298 C17H3004 1000309-68-4 58
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 53
3 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 52
4 Cyclohexane, 1-methyl-3-pentyl- 168 C12H24 054411-02-8 52
5 Cyclohexane, 1-methyl-2-pentyl- 168 C12H24 054411-01-7 52

Abundance Scan 2117 (14.793 min): VW026496.D\data.ms (-2112) ( m/z 97.10 100.00%
1.1
55.1

5000

3

1311 1632 14.50 15.00
N 1 N

Al 222.3 257.1 .
MHWwHW‘HWH‘MHWMLW‘HH_AH_H‘_H‘_HW‘HWH‘WH m/z 55.10  82.11%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance  #196828: Oxalic acid, cyclohexylmethyl octyl ester
97.0

o

55.0

3

5000 — e
14.50 15.00

m/z 41.10 44.79%

157.0
Ziw-O‘H‘ d\‘ M\‘ || 1250

’\\\\‘\\\ ‘\\\\‘\\\ ‘\\‘\\‘\\.\\‘H\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #13287: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0

o

r

—— ——
14.50 15.00
5000 m/z 43.10  37.71%

126.0

it
[ )

’\\\\‘\\\ ‘\\\\‘\\\ ‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #160709: Oxalic acid, cyclohexylmethyl isohexyl ester P ——
55.0 97.0 14.50 15.00

m/z 69.10 34.69%

o

&

5000

:

ZﬁQMJ\ML@m 141.0 227.0

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\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 3
R.T. EstConc Area Relative to ISTD R.T.
14.836 335.73 ug/L 7781040 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 58
2 Pentadecane 212 C15H32 000629-62-9 50
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 49
4 Undecane, 6-ethyl- 184 C13H28 017312-60-6 49
5 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 47
Abundance Scan 2124 (14.836 min): VW026496.D\data.ms (-2120) ( m/z 57.10 100.00%
57.1
98.1 14%6 iSBd
: 151.2 188.0 - -
0 m‘H‘J“;HMH‘,“‘HH“u“”h‘H‘MmMwm‘,‘1“‘_2&?;%?‘5‘9-‘1“w m/z 71.10 51.16%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl-
57.0
5000 s e
14.50 15.00
m/z 43.10 50.65%
O\\\2‘3‘.\(\)““\H‘!"\\‘M\”‘\H”‘:L\:\Lﬁ.‘c\)\\\‘]\-??‘.9}\8’\4.\.\0\‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane
57.0
— ——
14.50 15.00
5000 m/z 41.10 32.98%
99.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22081: Nonane, 3-methyl- “ —
57.0 14.50 15.00
m/z 55.10 16.96%
o Jk&jbvhﬁﬂﬂd\wﬂﬁfvmﬁ
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\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 30
R.T. EstConc Area Relative to ISTD R.T.
15.117 37.66 ug/L 872832 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 5-methyl- 212 C15H32 025117-32-2 22
2 Undecane, 2,4-dimethyl- 184 C13H28 017312-80-0 22
3 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 14
4 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 14
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 11
Abundance Scan 2170 (15.116 min): VW026496.D\data.ms (-2167) ( m/z 57.10 100.00%
57.1
85.1 149.2
5000
—— —
‘ H‘ . 15.00 15.50
O by H A 2134 2805 m/z 43.10  93.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90195: Tetradecane, 5-methyl-
43.0
85.0
5000 —— ——
15.00 15.50
m/z 149.15 68.58%
H 154.0
25.0 197.0
O\’H\\“M\\‘\“\\h}\“\‘\\\h“\\‘%‘E\\‘\HH\‘\\\\‘\\\\“HH’HH’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59057: Undecane, 2,4-dimethyl-
43.0
=T —
85.0 15.00 15.50
5000 m/z 41.10 65.90%
N W
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #284587: Sulfurous acid, hexyl pentadecyl ester —— ——
43.0 85.0 15.00 15.50
m/z 85.10 64.32%
B MMMJ\/W
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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.
15.318 689.02 ug/L 15969300 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 Bacchotricuneatin c 342 C20H2205 066563-30-2 80
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 72
4 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 64
5 Decane, 4-methyl- 156 C11H24 002847-72-5 64
Abundance Scan 2203 (15.318 min): VW026496.D\data.ms (-2198) ( m/z 57.10 100.00%
57.1
o NJA\A
— —
11H3-1 156 15.00 15.50
ol il | 1552 1082 m/z 71.10 82.58%
miz-> 50 100 150 200 250 300
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 = —
15.00 15.50
m/z 43.10 59.41%
‘ 113.0
01\5.\0‘\‘\“‘\‘}‘\“\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #250928: Bacchotricuneatin ¢
719 1120
— ——
15.00 15.50
5000 m/z 41.10 33.26%
0 ‘H‘ H:‘Lg“ll? L5 =5 /\&wwjj\ﬂ/\/ﬂk
T e
miz--> 50 100 150 200 250 300
Abundance #22077: Nonane, 3-methyl- “ —
57.0 15.00 15.50
m/z 56.10 22.41%
5000
‘ 112.0
01‘5'9“\“NMM"H‘H‘HH‘HH_HWHH — —
m/z--> 50 100 150 200 250 300 15.00 15.50
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36

Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method
Quant Title : SFAM@1.0

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

Library Search Compound Report

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62923SMA.M

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
Concentration Rank 9

Peak Number 39 unknown-04

R.T. EstConc Area

Relative to ISTD

15.391 160.62 ug/L

Hit# of 5

Tentative ID MW MolForm

3722620 1,4-Dichlorobenzene-d4

13.556

1 trans,cis-1,7-Dimethylspiro[4.5]... 166 C12H22
2 1-Bromodocosane 388 C22H45Br
3 Naphthalene, decahydro-1,6-dimet... 166 C12H22
4 cis,trans-1,6-Dimethylspiro[4.5]... 166 C12H22

1010111-72-7 41
006938-66-5 30
001750-51-2 30
1000111-72-3 25

5 Isobutyl tetratriacontyl ether 551 C38H780 1000406-33-7 25
Abundance Scan 2215 (15.391 min): VW026496.D\data.ms (-2210) ( [ m/z 57.10 100.00%
57.1
95.1
5000
137.1
P o
‘ ‘ LSOZ 15.00 15.50
ol iy £80-2 2220 2600 m/z 95.10  69.16%
miz--> 50 100 150 200 250 300
Abundance #41578: trans,cis-1,7-Dimethylspiro[4.5]decane
95.0
5000 7 L
56.0 15.00 15.50
‘ ‘ ‘ 166.0 m/z 41.10 67.66%
O T T T ‘ T ‘\ T T ‘ ‘! \‘ T ‘\ ‘ T ‘\ T T ‘ T T T T ‘ T T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #294055: 1-Bromodocosane
57.0
P P
15.00 15.50
5000 135.0 ITI/Z 55.10 66.27%
970
OZGLO\‘\ d‘\ h‘\ Al M Ly Hlego 2110 2530 309‘(
el Lo, P S
miz-> 50 100 150 200 250 300
Abundance #41566: Naphthalene, decahydro-1,6-dimethyl- — ——
95.0 15.00 15.50
m/z 81.10 63.48%
5000
550 166.0
0 J“l?%Q\‘M“ N _ —
m/z--> 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\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 Carbonic acid, decyl undecy... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.568 82.26 ug/L 1906450 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 58
2 Octyl tetradecyl ether 326 C22H460 1000406-38-5 49
3 Oxalic acid, 6-ethyloct-3-yl pro... 272 C15H2804 1000309-34-0 47
4 2,3-Dimethyldodecane 198 C14H30 006117-98-2 43
5 Tetradecane 198 C14H30 000629-59-4 43

Abundance Scan 2244 (15.568 min): VW026496.D\data.ms (-2240) (+ ' m/z 57.10 100.00%
57.1

5000

~

180.2 15.50
ol 208.3236.1  280.¢ m/z 43.10 83.34%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #266189: Carbonic acid, decyl undecyl ester
57.0
85.0

5000 —— |
15.50
m/z 41.10 72.41%
w1}
O’\‘}‘H‘HHH‘\‘!}\“\‘H1“‘\]\-(6‘!‘\\\}‘\\\“\‘\\\\‘\\2\9\3\9‘\\H‘HH‘\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #232319: Octyl tetradecyl ether
57.0
T \
15.50
5000 m/z 55.10 70.13%
850 -
29.0 ‘ ‘
NS D L L -

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #163348: Oxalic acid, 6-ethyloct-3-yl propyl ester —— ‘
43.0 85.0 15.50

m/z 71.10 68.41%

5000

‘ 185.0
o T O YA .-

m/z--> 20 40 60 80 100120140160180200220240260280 15.50

Fe
L b
LR

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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 41 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.623 45.05 ug/L 1044220 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-methyl- 198 C14H30 025117-31-1 38
2 Octane, 4-methyl- 128 C9H20 002216-34-4 30
3 Octane, 4-methyl- 128 C9H20 002216-34-4 30
4 Carbonic acid, nonyl prop-1-en-2... 228 C13H2403 1000382-53-9 27
5 2-Hydroxy-2-methyl-but-3-enyl 2-... 184 C10H1603 080758-67-4 22
Abundance Scan 2253 (15.623 min): VW026496.D\data.ms (-2250) ( m/z 43.10 100.00%
43.1
83.1
5000
—— —
M ‘ 165.2 15.50 16.00
- 2579 m/z 83.10  71.29%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74009: Tridecane, 5-methyl-
43.0
85.0
5000 —r ——
15.50 16.00
m/z 55.10 70.14%
‘ ‘ 140.0
O\‘\“\‘\\“H\‘!‘\H\‘H\\‘\H\‘H\\}‘\\H’H]\-\‘\3\9‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14526: Octane, 4-methyl-
43.0
—— —
15.50 16.00
5000 ITI/Z 41.10 65.72%
85.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #14529: Octane, 4-methyl- T —
43.0 15.50 16.00
m/z 69.10 61.20%
o T VﬁAJ\ﬁAv]\WJ\/y«fv/\
L o
ow""‘H"""‘_"""‘w""""‘,""""wwwwwww — —
m/z--> 20 40 60 80 100120140160180200220240260280 15.50 16.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA .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-05 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.720 191.24 ug/L 4432240 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexadecanol, 3,7,11,15-tetrame... 298 C20H420 000645-72-7 38
2 2-Ethyl-1-dodecanol 214 C14H300 019780-33-7 27
3 Dodecane, 2,5-dimethyl- 198 C14H30 056292-65-0 27
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 27
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 27
Abundance Scan 2269 (15.720 min): VW026496.D\data.ms (-2265) ( m/z 57.10 100.00%
57.1
o L
8. 155 1600
165.2196.2 : :
— ‘M“HJ““”‘c“m}";‘ iy 10 2822 2831 ny; 4110 45.73%
miz-> 50 100 150 200 250
Abundance #197444: 1-Hexadecanol, 3,7,11,15-tetramethyl-
57.0
5000 —r ——
97.0 15.50 16.00
m/z 69.10 42.39%
‘ ‘ NMO'O 196.0
0 ‘z‘a\‘\o“\m ) ‘M‘M‘ Ldb 2720 2380 2800
m/z--> 50 100 150 200 250
Abundance #92366: 2-Ethyl-1-dodecano
57.0
—— —
15.50 16.00
5000 m/z 56.10 35.58%
97.0
|| . 1680
0! e
miz--> 50 100 150 200 250
Abundance #74022: Dodecane, 2,5-dimethyl- — —
57.0 15.50 16.00
m/z 71.10 33.13%
5000
Wi
o280, || " aeoses0 SV
m/z--> 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\VW063023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO62923SMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
16.275 289.17 ug/L 6702000 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 90
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 90
3 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 86
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 80

Abundance Scan 2360 (16.275 min): VW026496.D\data.ms (-2355) ( m/z 57.10 100.00%

57.1
5000

—
971 127.1 16.00 16.50

' 183.3212.3 267.1 9
WHHNM‘_ﬂmwHM‘Wwﬂ‘wmu‘uuwu‘_uw‘uwu‘wuu_“ m/z 71.10  84.75%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0

5000 RS —
16.00 16.50

m/z 43.10 57.60%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90206: Dodecane, 2,6,10-trimethyl-
57.0

T
16.00 16.50

o

o

5000 m/z 41.10 37.64%
0 27\"0\\ \‘ ‘ 11\3 0\ 154.0183.0 WJ\W
A L e AARARaaassaaznas
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl- —— ——
57.0 16.00 16.50

m/z 85.10  33.82%

5000
- 113.0
‘ ‘ | L | 15401830 253.0282.(

o‘_‘H‘HH‘H‘WH‘W‘Hw‘H‘_H‘_‘HM‘H‘HH,H‘WH‘W‘HW‘H — ———
miz--> 20 40 60 80 100120140160 180200220240260280 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe63023\
Data File : VW@26496.D

Acqg On : 01 Jul 2023 01:36
Operator : SY/MD

Sample : 03444-17

Misc : 4.53g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@62923SMA.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: S 11.038 1.3 ug/L 78717 2 11.629 1465940 25.0
(DEL) Alkane: C 11.227 2.8 ug/L 161874 2 11.629 1465940 25.0
(DEL) Alkane: S 11.337 2.3 ug/L 133647 2 11.629 1465940 25.0
(DEL) Alkane: S 11.507 3.9 ug/L 226788 2 11.629 1465940 25.0
(DEL) Alkane: C 11.818 2.2 ug/L 126913 2 11.629 1465940 25.0
(DEL) Alkane: C 11.873 5.0 ug/L 290011 2 11.629 1465940 25.0
(DEL) Alkane: C 11.916 2.6 ug/L 151311 2 11.629 1465940 25.0
(DEL) Alkane: S 12.056 3.0 ug/L 178954 2 11.629 1465940 25.0
(DEL) Alkane: S... 12.251 12.9 ug/L 754199 2 11.629 1465940 25.0
(DEL) Alkane: S... 12.361 35.2 ug/L 2063550 2 11.629 1465940 25.0
(DEL) Alkane: S 12.617 25.8 ug/L 598117 3 13.556 579420 25.0
(DEL) Alkane: C 12.775 42.4 ug/L 981973 3 13.556 579420 25.0
(DEL) Alkane: C 12.855 34.1 ug/L 791600 3 13.556 579420 25.0
(DEL) Alkane: C 12.934 136.6 ug/L 3166710 3 13.556 579420 25.0
(DEL) Alkane: S 13.074 38.3 ug/L 887854 3 13.556 579420 25.0
(DEL) Alkane: S 13.123 39.7 ug/L 921082 3 13.556 579420 25.0
(DEL) Alkane: S 13.160 39.3 ug/L 911648 3 13.556 579420 25.0
(DEL) Alkane: S 13.336 53.7 ug/L 1243600 3 13.556 579420 25.0
(DEL) Alkane: C... 13.446 177.2 ug/L 4107810 3 13.556 579420 25.0
unknown-01 13.477 51.3 ug/L 1188260 3 13.556 579420 25.0
(DEL) Alkane: C... 13.696 79.5 ug/L 1841370 3 13.556 579420 25.0
Sulfurous acid,... 13.916 99.2 wug/L 2300120 3 13.556 579420 25.0
(DEL) Alkane: C... 13.977 96.7 ug/L 2241840 3 13.556 579420 25.0
(DEL) Alkane: S... 14.019 47.3 ug/L 1097270 3 13.556 579420 25.0
(DEL) Alkane: S... 14.190 83.2 wug/L 1927590 3 13.556 579420 25.0
unknown-02 14.257 145.1 wug/L 3362000 3 13.556 579420 25.0
(DEL) Alkane: S... 14.312 50.6 ug/L 1172520 3 13.556 579420 25.0
Cyclohexane, 2-... 14.379 412.1 wug/L 9551740 3 13.556 579420 25.0
Benzene, 1-meth... 14.489 43.6 ug/L 1011540 3 13.556 579420 25.0
Naphthalene, de... 14.543 235.5 wug/L 5458010 3 13.556 579420 25.0
unknown-03 14.598 56.7 ug/L 1314300 3 13.556 579420 25.0
(DEL) Alkane: S... 14.653 59.2 ug/L 1372210 3 13.556 579420 25.0
Trichloroacetic... 14.732 98.9 ug/L 2291420 3 13.556 579420 25.0
Oxalic acid, cy... 14.793 215.7 wug/L 4999950 3 13.556 579420 25.0
(DEL) Alkane: S... 14.836 335.7 ug/L 7781040 3 13.556 579420 25.0
(DEL) Alkane: S... 15.117 37.7 ug/L 872832 3 13.556 579420 25.0
(DEL) Alkane: S... 15.318 689.0 ug/L 15969300 3 13.556 579420 25.0
unknown-04 15.391 160.6 wug/L 3722620 3 13.556 579420 25.0
Carbonic acid, ... 15.568 82.3 wug/L 1906450 3 13.556 579420 25.0
(DEL) Alkane: S... 15.623 45.0 ug/L 1044220 3 13.556 579420 25.0
unknown-05 15.720 191.2 ug/L 4432240 3 13.556 579420 25.0
(DEL) Alkane: S... 16.275 289.2 ug/L 6702000 3 13.556 579420 25.0
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