LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VWO30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22 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: VWO301l61l.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.155 42 44 47 rBV4 1174 1931 0.17% 0.023%
2 2.363 69 78 91 rBvV 61466 143041 12.31% 1.693%
3 2.576 111 113 116 rBV3 593 799 0.07% 0.009%
4 2.722 135 137 141 rBV3 671 739 0.06% ©0.009%
5 2.899 157 166 187 rVB 44588 125955 10.84% 1.491%
6 3.295 229 231 232 rBvV2 338 247 0.02% 0.003%
7 3.399 241 248 253 rBV6 1449 3432 0.30% 0.041%
8 3.728 300 302 312 rVB3 831 1638 0.14% 0.019%
9 3.807 312 315 317 rBV2 264 263 0.02% 0.003%
106 3.862 320 324 327 rBV2 288 442 0.04% 0.005%
11  4.021 339 350 362 rBV 131250 381946 32.86% 4.521%
12 4.137 364 369 378 rVB 15600 42112 3.62% 0.498%
13 4.393 403 411 417 rBV3 1019 2987 0.26% 0.035%
14  4.435 417 418 419 rW 643 394 0.03% 0.005%
15 4.478 423 425 426 rVWW 456 347 0.03% 0.004%
16 4.698 458 461 462 rBV3 237 271 0.02% ©0.003%
17 4.917 488 497 514 rVB2 8859 31279 2.69% 0.370%
18 5.197 541 543 545 rBV 241 199 0.02% 0.002%
19 5.423 575 580 585 rBv6 756 1977 0.17% 0.023%
20 5.612 609 611 616 rBv2 217 281 0.02% ©0.003%
21 5.770 633 637 638 rBV 220 236 0.02% 0.003%
22 5.941 658 665 666 rBV3 1436 2610 0.22% 0.031%
23 6.209 707 709 710 rBV 403 272 0.02% 0.003%
24 6.228 710 712 714 rVB2 354 239  0.02% 0.003%
25 6.368 733 735 738 rVB 179 206 0.02% 0.002%
26 6.423 738 744 746 rBV2 151 279 0.02% 0.003%
27 6.624 774 777 780 rVB2 179 212 0.02% ©0.003%
28 6.679 783 786 787 rBV 294 196 0.02% 0.002%
29 6.709 787 791 792 rBV2 271 282 0.02% 0.003%
30 6.874 816 818 822 rBV 152 219 0.02% ©0.003%
31 7.014 838 841 842 rBV 266 249 0.02% 0.003%
32 7.081 844 852 862 rBV 31683 94141 8.10% 1.114%
33  7.502 920 921 923 rBV 260 260 0.02% ©0.003%
34 7.648 933 945 960 rBV 199414 497151 42.77% 5.885%
35 7.776 964 966 970 rVB3 340 468 0.04% 0.006%
36 7.855 976 979 980 rBvV3 358 356 ©0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VWO30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22 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 7.874 980 982 987 rvB2 577 842 0.07% 0.010%
38 7.947 991 994 995 rBv2 341 271 0.02% 0.003%
39 8.063 1011 1013 1016 rVvV2 284 421 0.04% 0.005%
40 8.154 1023 1028 1029 rBvV2 225 240 0.02% 0.003%
41  8.276 1036 1048 1064 rBV2 391361 1162346 100.00% 13.759%
42 8.483 1079 1082 1083 rVB 432 317 0.03% 0.004%
43  8.508 1083 1086 1088 rBV2 290 328 0.03% 0.004%
44  8.526 1088 1089 1092 rVV2 316 263 0.02% 0.003%
45  8.624 1100 1105 1107 rBV3 207 235 0.02% 0.003%
46 8.703 1113 1118 1122 rBV4 863 2050 0.18% 0.024%
47  8.843 1132 1141 1153 rVV 480885 949195 81.66% 11.236%
48  8.953 1157 1159 1160 rVvV 341 322  0.03% 0.004%
49 8.965 1160 1161 1164 rVB 431 417 0.04% 0.005%
50 9.087 1173 1181 1187 rBv8 1794 4590 0.39% 0.054%
51 9.276 1201 1212 1224 rBV 257219 539210 46.39% 6.383%
52 9.434 1236 1238 1241 rVB3 193 208 0.02% 0.002%
53 9.642 1267 1272 1273 rBv2 640 916 0.08% 0.011%
54 9.739 1285 1288 1290 rVB 226 247 0.02% ©0.003%
55 9.764 1290 1292 1295 rBV2 326 373 0.03% 0.004%
56 9.904 1312 1315 1319 rVB2 195 373 0.03% 0.004%
57 9.947 1319 1322 1325 rBV 244 305 ©0.03% 0.004%
58 10.032 1329 1336 1346 rBV 121370 222646 19.15% 2.635%
59 10.099 1346 1347 1350 rVv2 857 598 0.05% 0.007%
60 10.129 1350 1352 1355 rVB3 567 602 0.05% 0.007%
61 10.160 1355 1357 1360 rVB4 332 339 0.03% 0.004%
62 10.209 1361 1365 1368 rBV3 1017 1259 0.11% 0.015%
63 10.325 1373 1384 1392 rBV 430293 765566 65.86% 9.062%
64 10.495 1408 1412 1413 rBV2 572 811 0.07% 0.010%
65 10.575 1418 1425 1436 rBV 72226 128987 11.10% 1.527%
66 10.660 1436 1439 1440 rBV3 383 386 0.03% 0.005%
67 10.703 1440 1446 1452 rVB2 6285 12084 1.04% 0.143%
68 10.782 1455 1459 1462 rBV5S 839 1529 0.13% 0.018%
69 10.831 1462 1467 1470 rBV3 1706 3087 0.27% 0.037%
70 10.922 1475 1482 1493 rBV 137747 241392 20.77% 2.857%
71 11.166 1520 1522 1523 rBV 358 231 0.02% 0.003%
72 11.227 1528 1532 1539 rVB6 1030 1672 0.14% 0.020%
73 11.294 1539 1543 1544 rBV3 367 555 0.05% 0.007%
74 11.355 1552 1553 1555 rVB 503 3106 0.03% 0.004%
75 11.404 1555 1561 1562 rBV2 834 1298 0.11% 0.015%
76 11.477 1568 1573 1575 rBV2 417 795 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VWO30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22 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 11.629 1587 1598 1607 rBV 452176 753040 64.79% 8.914%
78 11.708 1607 1611 1625 rVB2 3415 9981 0.86% 0.118%
79 11.830 1625 1631 1636 rBV6 2973 6586 0.57% 0.078%
80 11.971 1650 1654 1656 rBv4 987 1159 0.10% 0.014%
81 12.056 1666 1668 1669 rVB2 317 208 0.02% 0.002%
82 12.117 1671 1678 1682 rBVS5 3546 7258 0.62% 0.086%
83 12.166 1683 1686 1690 rVV5 1438 2260 0.19% 0.027%
84 12.239 1693 1698 1706 rVB9 2836 6220 0.54% 0.074%
85 12.330 1706 1713 1714 rBV4 3955 6634 0.57% 0.079%
86 12.452 1726 1733 1735 rBV6 4031 9984 0.86% 0.118%
87 12.592 1749 1756 1765 rVB6 9508 21971 1.89% 0.260%
88 12.690 1765 1772 1779 rBV 155781 260244 22.39%  3.081%
89 12.775 1781 1786 1791 rVB3 17529 31076 2.67% 0.368%
90 12.873 1791 1802 1807 rBV8 6717 22164 1.91% 0.262%
91 12.964 1808 1817 1823 rBV5 17066 49602 4.27% ©0.587%
92 13.153 1846 1848 1849 rBV2 6429 5722 0.49% 0.068%
93 13.403 1882 1889 1898 rBV3 36894 89869 7.73% 1.064%
94 13.556 1908 1914 1918 rBV 217458 353958 30.45% 4.190%
95 13.848 1957 1962 1969 rBV 148966 263202 22.64% 3.116%
96 14.379 2045 2049 2052 rBVv4 39817 64682 5.56% 0.766%
97 14.495 2063 2068 2074 rBV4 68749 192318 16.55% 2.276%
98 14.830 2119 2123 2130 rVB 135914 233964 20.13% 2.769%
99 15.318 2198 2203 2210 rVB 233708 397733 34.22% 4.708%
1006 16.269 2355 2359 2368 rVB 141316 272912 23.48% 3.230%

Sum of corrected areas: 8448019
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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\VWe91924\

: VWe30161.D

: 19 Sep 2024 20:33

: SY/MD

: P4109-07

: 5.16g/10mL/MSVOA_W/SOIL/A
. 22

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW030161.D\data.ms
400000
300000
200000
4.021
100000
2.363
2.899
137
2.155 2.578.722 3.29899  3.72RBB2 439338 4.698 4917 917 5197 54235.615.775.941 ©IBGED36 GBHWS
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\\\\\‘\\\\""\7_17\‘\\ ﬁ_Y_Y—rY_\j_Y—rr\\ ‘Y_Y_Y—‘ TY_F \‘m!’\
Time--> 200 2.20 240 2.60 2.80 3.00 3.20 340 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 520 540 560 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VW030161.D\data.ms
8.843 11.629
10.325
400000 8.276
300000
9.276
200000 7.648
10.922
10.032 0-9
100000 10575
7.081
03771.0,’01\,\ . 50 7. BB 2 9E5087 | | 9.434 9.687BMPOATIONEL0D | 10.499BEAPS21 11 1aprmansy 7/11. 08¢
Time--> 7.00 750 8.00 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW030161.D\data.ms
400000
15.318
300000
16.269
200000
12.690
100000 /\WM
13.403
643.
. 11@:@3&%9@4@5 5%
T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 12.00 1250 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\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 3 (DEL) Alkane: Straight-Chai... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.775 2.19 ug/L 31076 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 64
2 1-Hexene, 3,3,5-trimethyl- 126 C9H18 013427-43-5 58
3 4-Octene, 2,6-dimethyl-, [S-(E)]- 140 C10H20 062960-76-3 58
4 (1,2,4-Trimethylcyclohexyl)metha... 156 C10H200 1000499-04-1 50
5 trans-1-Butyl-2-methylcyclopropane 112 C8H16 038851-70-6 30
Abundance Scan 1786 (12.775 min): VW030161.D\data.ms (-1781) ( m/z 69.05 100.00%
69.0
125.2
5000 41.1
— ——
‘ 9.0 12.50 13.00
o — w}“‘ S M““‘Ju‘u J“‘ sl B s 5510 59.97%
m/z--> 20 40 60 80 100 120 140
Abundance #20751: 4-Octene, 2,6-dimethyl-, [S-(E)]-
55.0
5000 — ——
12.50 13.00
83.0 m/z 70.00 56.98%
29.0 ‘ ‘ 111.0 140.0
O \‘\H\\“\\\‘\“\‘\‘\\‘!\\‘\“\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13231: 1-Hexene, 3,3,5-trimethyl-
69.0
41.0 M ‘ Y
12.50 13.00
5000 m/z 125.20 54.46%
ol2st | | | sso iomo
R R e e R
miz--> 20 40 60 80 100 120 140 M /\m //W\ A
Abundance #20746: 4-Octene, 2,6-dimethyl-, [S-(E)]- L M poat I
55.0 12.50 13.00
m/z 41.10 43.11%
5000
‘ ‘ 111.0 140.0
owm“MHM‘_“Mumu‘wu_‘mmwum L —
m/z--> 20 40 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@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 unknown-01 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.873 1.57 ug/L 22164 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclopenten-1-one, 2,3,4,5-tet... 138 C9H140 054458-61-6 35
2 Cyclohexane, 1,1'-(1,2-dimethyl-... 222 C16H30 074663-71-1 35
3 3,3-Dimethyl-hepta-4,5-dien-2-one 138 C9H140 1000190-54-1 35
4 6-Octen-1-0l, 3,7-dimethyl-, (R)- 156 C10H200 001117-61-9 27
5 Cyclopentane, (2-methylbutyl)- 140 C1oH20 053366-38-4 25

Abundance Scan 1802 (12.873 min): VW030161.D\data.ms (-1791) ( m/z 123.10 100.00%
128.1

69.0
95.1
5502
1391 gty PO
‘ 109.2 ‘ 12.50 13.00
0 wWHH_‘M,“JH,W 1”WHWJ‘!W‘H‘WH‘WWHW m/z 69.00  82.80%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #20284: 2-Cyclopenten-1-one, 2,3,4,5-tetramethyl-
95.0 123.0
67.0
5000 - —
3.0 138.0 12.50 13.00
530 m/z 95.106 70.81%
‘ 81.0
0 \\‘2\\5\9H\w\‘\H"‘HH’\‘\M1"\\\‘\““‘\\\‘H\1\‘\]\-\0\?\(\)\\‘\\H‘HH‘HH‘
miz--> 20 30 40 50 60 70 80 90 100110120130140

Abundance #102205: Cyclohexane, 1,1'-(1,2-dimethyl-1,2-ethanediyl

69.0
12.50 13.00
5000 41.0 830 1110 m/z 57.10  63.44%
97.0
70 A 1390
owm‘ww‘l:m,ull‘,m1,”"_HwH_‘HuuH_m?mmw‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140

Abundance #20228: 3,3-Dimethyl-hepta-4,5-dien-2-one e ——
123.0 12.50 13.00

m/z 83.10 55.49%

67.0 95.0
5000
\\ B0 1000 | wmo ]

m/z--> 20 30 40 50 60 70 80 90 100110120130140 1250 1300

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 Diphosphoric acid, diisooct... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.964 3.50 ug/L 49602 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diphosphoric acid, diisooctyl ester 402 C16H3607P2 072101-07-6 53
2 Cyclohexane, 1,1,3,5-tetramethyl... 148 C10H20 950876-32-9 50
3 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-31-8 50
4 2-Octene, 4-ethyl-, (E)- 140 C10H20 074630-09-4 50
5 3-Octene, 2,2-dimethyl- 140 C10H20 086869-76-3 38
Abundance Scan 1817 (12.964 min): VW030161.D\data.ms (-1808) (| m/z 69.85 100.00%
69.0
41.0
5000 139.2 W
97.2 U
‘ 13.00
0! ‘“Hwlw_ww_m m/z 83.18  82.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #303289: Diphosphoric acid, diisooctyl ester
41.0
69.0
5000 W\ T T T
13.00
112.0 m/z 41.00  52.52%
ol o 135.0 165.0 193.0
\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20768: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
——
13.00
5000 41.0 m/z 55.05 52.52%
0 ‘1‘5"?“:‘”‘;“‘u“!“u““u‘,h‘lﬁ?wH_‘m_m_m_m_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #20774: Cyclohexane, 1,1,3,5-tetramethyl-, trans- ——
69.0 13.00
125.0 m/z 139.20  51.01%
5000 41.0
sy Mol dere L e J\/
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\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 Sulfurous acid, hexyl 2-pen... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.403 6.35 ug/L 89869 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, hexyl 2-pentyl e... 236 C11H2403S 1000309-15-6 50
2 Nonane, 5-butyl- 184 C13H28 017312-63-9 47
3 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 47
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 47
5 1-Iodoundecane 282 C11H23I 004282-44-4 43
Abundance Scan 1889 (13.403 min): VW030161.D\data.ms (-1882) ( m/z 57.10 100.00%
57.1
5000 85.0 M
. —
s ‘ 127.1 1521 13.00 13.50
owHH"_““Uﬂ_u‘w,“‘lm‘}9?‘&1‘,“‘”um:_”wH m/z 71.10  61.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #117908: Sulfurous acid, hexyl 2-pentyl ester
43.0 71.0
5000 r— ——
13.00 13.50
m/z 85.05  44.95%
ol L \‘M M i, 19201110 1370 1670
\‘\\\\‘\\\\‘\\ \’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59030: Nonane, 5-butyl-
43.0 71.0
= —
13.00 13.50
5000 m/z 43.10 39.78%
126.0
97.0
0 ‘2‘4‘-‘&" A “Mu A 1540 1840
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #170577: Sulfurous acid, 2-ethylhexyl hexyl ester — ——
57.0 13.00 13.50
m/z 41.10 30.83%
5000 85.0
29.0 ‘ 113.0
0“““H““Huﬂ‘m”m,wm“H‘H,HH‘HH‘HH_H - —r
m/z--> 20 40 60 80 100 120 140 160 180 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 Cyclohexanone, 5-methyl-2-(... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.379 4.57 ug/L 64682 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 90
2 cis-Decalin, 2-syn-methyl- 152 C11H20 1000155-85-6 76
3 Pulegone 152 C1eH160 000089-82-7 74
4 Pulegone 152 C10H160 000089-82-7 74
5 Cyclohexanone, 5-methyl-2-(1-met... 152 C1@H160 015932-80-6 72
Abundance Scan 2049 (14.379 min): VW030161.D\data.ms (-2045) ( m/z 81.10 100.00%
81.1
T WW
5000
551 109.1
— —
33l N 14.00 14.50
0 13 m/z 152.20  76.13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29331: Cyclohexanone, 5-methyl-2-(1-methylethylidene
81.0 152.0
109.0
5000 41.0 - P
14.00 14.50
m/z 67.10 69.52%
0! 2 H‘f“‘l“w“m“‘hm\“H“\‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29494: cis-Decalin, 2-syn-methyl-
95.0
— —
14.00 14.50
5000 m/z 95.10 68.67%
152.0
‘123.0
0! “‘u“h“ﬂw““““‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #29058: Pulegone — —
81.0 152.0 14.00 14.50
m/z 69.10 44.16%
109.0
5000
o - e Lo
m/z--> 20 40 60 80 100 120 140 160 180 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.495 13.58 ug/L 192318 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64
2 Sulfurous acid, butyl 2-ethylhex... 250 C12H2603S 1000309-18-8 59
3 Undecane, 3,6-dimethyl- 184 C13H28 017301-28-9 59
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 53
5 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 50
Abundance Scan 2068 (14.495 min): VW030161.D\data.ms (-2063) ( m/z 57.10 100.00%
57.1
20 WN\J\NJ\/\
1 1450
149.1 . :
oMHH\MW‘,u‘he‘,w“”_Jl“_LwH_}ﬁ?‘%,w_WHH_%?&:- m/z 71.10  46.05%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #22091: Octane, 2,6-dimethyl-
57.0
5000 T
14.50
1130 m/z 56.10 30.92%
27, O‘
O\H‘\‘\H“‘\H“’HH}\’\‘\H‘Hl‘\‘\\\\‘HH‘HH‘HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #135266: Sulfurous acid, butyl 2-ethylhexyl ester
57.0
——
14.50
5000 m/z 41.10 22.07%
27\.0” 113.0
0m‘“m“mh,u“u,"H_‘1“‘wwwwm,w_m‘w‘mw
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #59061: Undecane, 3,6-dimethyl- ——
57.0 14.50
m/z 43.10 16.10%
- A/J\A/V‘/\—/\/\J\/\/\
270 | M0 1505540
e e e e e e e e e P
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 3
R.T. EstConc Area Relative to ISTD R.T.
14.830 16.52 ug/L 233964 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Dodecane, 6-methyl- 184 C13H28 006044-71-9 91
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 91
4 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64
5 Undecane, 5-ethyl- 184 C13H28 017453-94-0 64
Abundance Scan 2123 (14.830 min): VW030161.D\data.ms (-2119) (  m/z 57.10 100.00%
57.1
— ——
‘ | 98"1 412 1661 14.50 15.00
Ol ot 32001412 1661 2079 1071 10 43.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
5000 — s
14.50 15.00
m/z 43.10 38.99%
290 98.0
O\ T ‘ \‘\‘\ \“‘\ T \‘!“ T \H\ T ‘ “\ T \“‘ TT U\ ‘ T \\J-\4.‘]-\.\0\ \‘]-\6\9\.\0‘ TTTT ‘ TTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59041: Dodecane, 6-methyl-
57.0
— ——
14.50 15.00
5000 m/z 41.10 24.94%
29.0 98.0
Oy iy 1400 1840
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59075: Undecane, 2,6-dimethyl- — —
57.0 14.50 15.00
m/z 56.10 15.05%
5000
29.0
98.0
oH_‘;‘MH‘wam‘\”Hw“‘1‘4‘1‘-9”‘1‘6‘9-9_”‘m - —
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@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 1
R.T. EstConc Area Relative to ISTD R.T.
15.318  28.09 ug/L 397733  1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-methyl- 198 C14H30 026730-14-3 87
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Octane, 3,6-dimethyl- 142 C10H22 015869-94-0 78
4 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 64
5 3-Bromooctane 192 C8H17Br 000999-64-4 64
Abundance Scan 2203 (15.318 min): VW030161.D\data.ms (-2198) ( m/z 57.10 100.00%
57.1
o LJ\WW
— ——
‘ 85"1 11H3'2 1553 1084 15.00 15.50
bt e 21984 s 71,10 83.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74015: Tridecane, 7-methyl-
57.0
5000 — e
112.0 15.00 15.50
m/z 43.10 49.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22091: Octane, 2,6-dimethyl-
57.0
— ——
15.00 15.50
5000 m/z 41.10 28.61%
29.0
85.0 113.0
P i . S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22108: Octane, 3,6-dimethyl- — —
57.0 15.00 15.50
m/z 56.10 22.89%
5000
29.0 113.0
IR
0 bbb e e e — e
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VW@30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22  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 2
R.T. EstConc Area Relative to ISTD R.T.
16.269 19.28 ug/L 272912 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 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, 2,6,10-trimethyl- 212 C15H32 003891-98-3 80
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 80

Abundance Scan 2359 (16.269 min): VW030161.D\data.ms (-2355) ( m/z 57.10 100.00%

57.1
5000

—

97.1 127.2 16.00 16.50
183.2212.2 281.] .

H_Hw$u‘HMWMHWHWMW‘_HWH‘WHH‘HH_H‘_HWH‘WH‘ m/z 71.16  90.53%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0

5000 N .
16.00 16.50

m/z 43.10 47.95%

o

o210 L LT 15001890 assonmn
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90207: Dodecane, 2,6,10-trimethyl-
57.0
16i00 16i50
5000 ITI/Z 85.10 38.74%
97.0 127.0
0 2\1‘:“0‘\‘ ‘\*‘*“1w‘!‘**‘M\H”w“*H\*Hw*1”8\*3”0*\waw”w”w ‘,\/\/Vv\h
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl- — —
57.0 16.00 16.50

m/z 41.10 31.20%

. W
‘ 113.0

ZW o 4 | | 1540830 253.0282.(

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

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@91924\
Data File : VWO30161.D

Acqg On : 19 Sep 2024 20:33
Operator : SY/MD

Sample : P4109-07

Misc : 5.16g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 22 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... 12.775 2.2 ug/L 31076 3 13.550 353958 25.0
unknown-01 12.873 1.6 ug/L 22164 3 13.550 353958 25.0
Diphosphoric ac... 12.964 3.5 ug/L 49602 3 13.550 353958 25.0
Sulfurous acid,... 13.403 6.3 ug/L 89869 3 13.550 353958 25.0
Cyclohexanone, ... 14.379 4.6 ug/L 64682 3 13.550 353958 25.0
(DEL) Alkane: S. 14.495 13.6 ug/L 192318 3 13.550 353958 25.0
(DEL) Alkane: S... 14.830 16.5 ug/L 233964 3 13.550 353958 25.0
(DEL) Alkane: S... 15.318 28.1 ug/L 397733 3 13.550 353958 25.0
(DEL) Alkane: S 16.269 19.3 ug/L 272912 3 13.550 353958 25.0
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