LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On ¢ 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/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\SFAMWNLMO81023SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26972.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.960 10 12 13 rBV2 2999 1844 0.16% 0.034%
2 2.143 38 42 43 rBV4 3100 3977 0.36% 0.074%
3 2.241 506 58 59 rBv8 15807 37036 3.31% 0.692%
4 2.887 160 164 172 rVB 15844 30412 2.72% 0.568%
5 2.991 179 181 183 rBV3 2489 2515 0.22% 0.047%
6 3.033 187 188 191 rBV3 2928 3114 0.28% 0.058%
7 3.137 200 205 208 rBV7 2791 4989 0.45% 0.093%
8 3.180 210 212 214 rVB3 2110 1720 0.15% 0.032%
9 3.216 214 218 222 rBV7 2209 3253 0.29% 0.061%
10 3.405 246 249 251 rBv4 2643 3263 0.29% 0.061%
11  3.472 258 260 261 rBV2 1766 1435 0.13% 0.027%
12 3.606 280 282 283 rvv2 2466 1515 0.14% 0.028%
13 3.637 283 287 291 rVB7 2286 3619 ©0.32% 0.068%
14 3.674 291 293 295 rVB3 2554 2260 0.20% 0.042%
15 3.704 295 298 299 rBV3 2415 2610 0.23% 0.049%
16 3.734 301 303 305 rVB3 2699 2445  0.22%  0.046%
17 3.771 305 309 314 rBVS8 2372 5192 0.46% 0.097%
18 3.893 327 329 331 rBV3 2015 1869 ©0.17% 0.035%
19 3.936 334 336 339 rVB4 2749 3381 0.30% 0.063%
20 3.960 339 340 342 rBvV2 2747 2442 0.22% 0.046%
21  4.021 342 350 359 rBv2 21278 56261 5.03% 1.051%
22 4.112 362 365 367 rBV4 2624 2492 0.22% 0.047%
23 4.143 367 370 373 rBV5S 2310 2960 0.26% ©.055%
24  4.216 380 382 384 rBV2 2603 2471 0.22% 0.046%
25 4.240 384 386 389 rVB4 1916 2215 0.20% 0.041%
26 4.289 389 394 396 rBV6 2839 3446 0.31% 0.064%
27 4.320 396 399 401 rVB4 2131 1864 0.17% ©.035%
28 4.411 407 414 416 rBV7 1886 3624 0.32% 0.068%
29 4.618 445 448 451 rVB5 1642 2360 0.21% 0.044%
30 4.679 451 458 459 rBV6 1842 3639 ©0.33% 0.068%
31 4.923 487 498 505 rBv3 8976 33637 3.00% 0.628%
32 5.143 533 534 539 rW5 1359 1724 0.15% 0.032%
33 5.295 557 559 562 rvB4 2185 2588 0.23% 0.048%
34 5.435 576 582 584 rBV7 2926 4745 0.42% 0.089%
35 5.551 598 601 605 rvve 1488 1822 0.16% 0.034%
36 5.582 605 606 611 rVB4 2086 2480 0.22% 0.046%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On ¢ 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/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\SFAMWNLMO81023SMA.M
Title : SFAMO1.0
37 5.624 611 613 617 rBV5 1342 1933 0.17% 0.036%
38 5.667 617 620 623 rBV5 1412 1980 ©0.18% 0.037%
39 5.710 626 627 630 rVB3 2651 1794 0.16% 0.034%
40 5.777 636 638 644 rVB7 2035 2729 0.24% 0.051%
41 5.826 644 646 648 rBV3 1985 1856 0.17% 0.035%
42 5.929 658 663 665 rBV6 3358 5171 0.46% 0.097%
43 5.954 665 667 671 rVB5 4208 4924 0.44%  0.092%
44 6.045 681 682 684 rBv2 2026 1823 0.16% 0.034%
45 6.088 687 689 690 rvv2 2103 1412 0.13% 0.026%
46 6.228 716 712 714 rBV2 1577 1597 0.14% 0.030%
47 6.325 726 728 731 rVB4 1874 1556 0.14% 0.029%
48 6.380 734 737 738 rBvV3 2295 2399 0.21% 0.045%
49 6.460 747 750 752 rVB3 2205 2231 0.20% 0.042%
50 6.557 763 766 767 rVvv3 1653 1571 0.14% 0.029%
51 6.582 767 770 772 rVW4 1761 1984 0.18% 0.037%
52 6.673 782 785 787 rVB4 1815 2126 0.19% 0.040%
53 6.691 787 788 790 rBV2 1936 1848 0.17% ©.035%
54 6.716 790 792 795 rvB3 1604 1619 0.14% 0.030%
55 6.758 795 799 800 rBvV3 1515 1628 0.15% 0.030%
56 6.807 805 807 809 rvs3 2473 1486 0.13% 0.028%
57 6.990 834 837 842 rVB7 2212 3286 ©0.29% 0.061%
58 7.063 846 849 850 rBv2 2239 2079 0.19% 0.039%
59 7.118 851 858 860 rBV7 8280 16840 1.50% 0.314%
60 7.252 878 880 884 rVB5 1640 2026 ©0.18% 0.038%
61 7.466 912 915 918 rVB5S 1060 1537 0.14% 0.029%
62 7.557 927 930 932 rVB4 1853 2153 0.19% 0.040%
63 7.587 932 935 939 rBV6 1187 2089 0.19% 0.039%
64 7.679 939 950 957 rBV 40113 101691 9.08%  1.899%
65 7.880 981 983 985 rVB2 2872 2287 0.20% 0.043%
66 7.917 985 989 991 rBV5 2754 3693 0.33% 0.069%
67 8.008 1000 1004 1007 rBV6 1135 1933 0.17% 0.036%
68 8.136 1024 1025 1027 rVVv2 1678 1509 0.13% 0.028%
69 8.185 1031 1033 1035 rVvV3 2714 2057 0.18% 0.038%
70 8.276 1041 1048 1065 rVB3 65736 206454 18.44%  3.855%
71  8.453 1074 1077 1080 rBV5 1393 1857 ©.17% 0.035%
72 8.557 1092 1094 1096 rVB3 1793 1920 0.17% 0.036%
73 8.581 1096 1098 1101 rBV4 1289 1592 0.14% 0.030%
74 8.679 1111 1114 1118 rVB6 1781 2721 0.24% 0.051%
75 8.728 1118 1122 1124 rBV5S 2567 2962 0.26% ©0.055%

76 8.843 1133 1141 1149 rBV 68848 144651 12.92% 2.701%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On ¢ 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/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\SFAMWNLMO81023SMA.M
Title : SFAMO1.0

77 8.984 1162 1164 1168 rBV4 2058 3249 0.29% 0.061%
78 9.087 1173 1181 1189 rVV3 38775 95380 8.52% 1.781%
79 9.276 1204 1212 1222 rVB 48546 102741 9.18% 1.919%
80 9.618 1266 1268 1271 rBV4 1898 1696 ©0.15% ©0.032%
81 9.648 1271 1273 1274 rBV2 2341 1472  0.13% 0.027%
82 9.666 1274 1276 1278 rVV3 1968 1843 0.16% 0.034%
83 9.697 1279 1281 1285 rVB5 3189 3375 0.30% 0.063%
84  9.989 1327 1329 1332 rBV4 2177 2553 0.23% 0.048%
85 10.038 1332 1337 1342 rVV2 19190 36007 3.22% 0.672%
86 10.093 1344 1346 1349 rVB4 3085 2514 0.22% 0.047%
87 10.325 1378 1384 1391 rBV 58612 105524  9.43% 1.971%
88 10.386 1392 1394 1398 rVB5 4009 3905 0.35% 0.973%
89 10.581 1422 1426 1432 rVB 11664 18737 1.67% 0.350%
90 10.861 1466 1472 1479 rBV2 54308 101581 9.07% 1.897%
91 10.941 1481 1485 1492 rVV8 10753 27963  2.50% 0.522%
92 11.629 1593 1598 1605 rBV 70127 122012 10.90% 2.278%
93 13.556 1910 1913 1921 rVB4 44815 83163 7.43% 1.553%
94 13.867 1960 1965 1970 rBV2 219849 353796 31.60% 6.607%
95 14.422 2054 2056 2059 rBV3 61653 66202 5.91% 1.236%

96 14.495 2064 2068 2071 rBV2 79478 113014 10.10% 2.110%
97 14.714 2100 2104 2112 rBV 764094 1119436 100.00% 20.904%
98 14.830 2119 2123 2130 rVB 350369 585400 52.29% 10.932%
99 15.318 2198 2203 2209 rBV2 329143 535425 47.83%  9.998%
100 15.543 2235 2240 2249 rBV 676901 1071844 95.75% 20.016%

Sum of corrected areas: 5355055

SFAMWLMO81023SMA.M Tue Sep 05 16:13:20 2023 3



LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW026972.D\data.ms

800000
700000
600000
500000
400000
300000
200000

100000

1.9602.1424 2.835033338063 . 305/ BAREHRRB I

Time--> 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VW026972.D\data.ms

800000
700000
600000
500000
400000
300000
200000

100000 8.276 8843 | o 0976 10.325 10,861 11.629
oL8: gginsaﬁ%z 2 W 778m)mcm136,é\8 48 792;{\8.984\ S\ s ég@.%% 38 30.581 941

Time--> 7.00 750 8.00 850 9.00 950 10.00 10550 1100 11.50
Abundance TIC: VW026972.D\data.ms

14714 15.543

A

s,
r’nr ()

800000
700000
600000

500000 14.830 15.318

400000
13.867

300000

200000 14142295

100000 3550

0 T ‘ T T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 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\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
2.241 6.40 ug/L 37036 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4,5-dihydroxy-2,3-... 198 C9H1005 1000362-67-8 32
2 1,1-Dicyanoethane 80 C4H4N2 003696-36-4 25
3 Propanedioic acid, (4-oxo-2-cycl... 212 C1@H1205 110027-73-1 25
4 2-Butynedioic acid 114 C4H204 000142-45-0 25
5 1,3-Butadiene-1-carboxylic acid 98 C5H602 000626-99-3 22

Abundance  Scan 58 (2.241 min): VW026972.D\data.ms (-50) (-) m/z 44.00 100.00%

44.0
5000 107.1
76.8 141.1 186.9 2205
. ) R R Emm e
256.5289€ 500 220 240 2.60
0 m/z 107.10  45.57%
miz--> 50 100 150 200 250
Abundance #74446: Benzaldehyde, 4,5-dihydroxy-2,3-dimethoxy-
53.0
198.0 \/M
5000 LI L L L L B L
2.00 2.20 2.40 2.60
840 1570 m/z 117.1@  37.38%
0 \‘\H‘ “ ‘H“H ‘\\‘\h M Hm‘ H‘HH H : ‘h‘ N H‘ R ——
miz--> 50 100 150 200 250
Abundance #1220: 1,1-Dicyanoethane
T i
B R ma e
2.00 2.20 2.40 2.60
5000 m/z 36.05 37.25%
O\M\“‘\i“”“lw\ — — — ‘
miz--> 50 100 150 200 250
Abundance #89124: Propanedioic acid, (4-oxo-2-cyclopenten-1-yl)-, ¢ R REmmE
53.0 2.00 2.20 2.40 2.60
121.0 1530 m/z 57.00 35.67%
5000
212.0
ARSI N
m/z--> 50 10 150 200 250 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\

Data File : VW@26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.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 6
R.T. EstConc Area Relative to ISTD R.T.
14.422 19.90 ug/L 66202 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2-methyl- 170 C12H26 007045-71-8 91
2 Undecane, 2-methyl- 170 C12H26 007045-71-8 87
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 78
4 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 64

5 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42

Abundance Scan 2056 (14.422 min): VW026972.D\data.ms (-2054) (-
57.1

000638-36-8 59

m/z 57.10 100.00%

- ﬂxN\AfJAvaxwmﬂpj\«
=
97,1 127.1 14.50
206.9 :
obrodbd bl Ly 2048 “P72380 2783 43 167 gg.36%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45487: Undecane, 2-methyl-
43.0
5000 L
85.0 14.50
m/z 71.10 72.40%
‘ 127.0
O\H‘\‘\‘\\‘MHM"\\H}\“}‘\H”“H\‘\‘\“\H‘\H‘\]’_\?\O\\.’O\\H‘HH‘HH‘HH‘\H\’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45493: Undecane, 2-methyl-
43.0
— T
14.50
5000 ITI/Z 41.10 57.79%
85.0
127.0
S s .
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #45503: Decane, 2,9-dimethyl- ——
43.0 14.50
m/z 85.10 40.86%
5000
85.0
127.0
NI O Y e
m/z--> 20 40 60 80 100120140160180200220240260280 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.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 5
R.T. EstConc Area Relative to ISTD R.T.

14.495 33.97 ug/L 113014 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 Decyl isobutyl ether 214 C14H300 1010406-32-5 59
3 Undecane, 3-methyl- 170 C12H26 001002-43-3 59
4 Undecane, 3-methyl- 170 C12H26 001002-43-3 53
5 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 50

Abundance Scan 2068 (14.495 min): VW026972.D\data.ms (-2064) (  m/z 57.10 100.00%
57.1

- MM
133.1 1450
99.0 168.1 14.50
ol ALk “‘H‘n“u*“m“‘“w A o, 2001 24312775 0 7110 52.62%
miz--> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000 LN
14.50
m/z 43.10 46.87%
‘ 99.0 1410
O\\\\“‘M\‘!‘\m\‘r“\\i“\r\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #92369: Decyl isobutyl ether
57.0
—T=
14.50
5000 ITI/Z 85.10 38.88%
27‘.0‘ | ‘97-0 140.0471 o
ot N O e - N —
miz--> 50 100 150 200 250
Abundance #45490: Undecane, 3-methyl- T
57.0 14.50
m/z 56.10  34.38%
5000
27‘.0 99.0 1410
S 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\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.714 336.52 ug/L 1119446  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Dodecane 170 C12H26 000112-40-3 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Undecane 156 C11H24 001120-21-4 90

Abundance Scan 2104 (14.714 min): VW026972.D\data.ms (-2100) (- m/z 57.10 100.00%
57.1

- J\J
s 1500
98.1 170.2 : .
o — ‘1““‘”“ L o AL 2054237.0 28L1 nyz 43,10 75.81%
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
5000 1 T~
14.50 15.00
m/z 71.10 55.81%
27,0 98.0 170.0
0 \‘\ ‘\“‘“H‘\ ‘!‘ \“‘\ H’ \“\;74\0.‘0\ 1 L e B B B
m/z--> 50 100 150 200 250
Abundance #45481: Dodecane
57.0
— —
14.50 15.00
5000 ITI/Z 41.10 40.21%
27 O‘ 99.0 170.0
B A Y
m/z--> 50 100 150 200 250
Abundance #59029: Tridecane T —
57.0 14.50 15.00
m/z 85.10 34.04%
5000
27 0‘ 99.0
oL ALy [%%0 aaro ase0 el
m/z--> 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\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.M
Quant Title : SFAM@1.0

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.830 175.98 ug/L 585400 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 94
2 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 90
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 72
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 72
5 Dodecane, 6-methyl- 184 C13H28 006044-71-9 70

Abundance Scan 2123 (14.830 min): VW026972.D\data.ms (-2119) - m/z 57.10 100.00%
57.1

- m
= =
‘ “ 98"1 155.1 14.50 15.00
ol bl du 1551 10122222 26182960 ;71 19 46.24%
miz--> 50 100 150 200 250
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 = e
14.50 15.00
98.0 m/z 43.10 40.47%
27,0 H
O T H‘\ H “ ‘\ ‘!‘ \“‘\ “" \H T ]\-4\]"‘0\ \]-8\4\.0’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59076: Undecane, 2,6-dimethyl-
57.0
= =
14.50 15.00
5000 m/z 41.10  26.88%
27.0 98.0
A S ST LYY S
miz--> 50 100 150 200 250
Abundance #59063: Undecane, 4,6-dimethyl- — —
57.0 14.50 15.00
m/z 56.10 16.61%
5000
27.0‘ ‘ 113.0
ol Ll T asa0 e e
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\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.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 Sulfurous acid, 2-ethylhexy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.318 160.96 ug/L 535425 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 80
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Decane, 5-propyl- 184 C13H28 017312-62-8 64
4 Tridecane, 7-methyl- 198 C14H30 026730-14-3 64
5 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 59

Abundance Scan 2203 (15.318 min): VW026972.D\data.ms (-2198) (- m/z 57.10 100.00%
57.1

- Udk&
- e
‘ | 11‘3-1 1oan . 15.00 15.50
ol b g L 1582 10832322 280¢ g1 19 g2.28%
miz--> 50 100 150 200 250
Abundance  #224373: Sulfurous acid, 2-ethylhexyl nonyl ester
57.0
5000 = =
15.00 15.50
m/z 43.10 52.98%
113.0
270 |y
O T T ‘\ ‘\‘ ‘ “\‘ !‘ \“ T “‘ \‘ T ‘\ T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #22107: Octane, 2,6-dimethyl-
57.0
e =T
15.00 15.50
5000 m/z 41.10  31.21%
27.0 113.0
o‘“H“q‘“h‘l““u‘H T e
miz--> 50 100 150 200 250
Abundance #59032: Decane, 5-propyl- “ 7
57.0 15.00 15.50
m/z 56.10 28.20%
5000
27‘.0 112.0
B T 7Y R e~ o
miz--> 50 100 150 200 250 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On : 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.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 2
R.T. EstConc Area Relative to ISTD R.T.

15.543 322.21 ug/L 1071840 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 96
2 Tridecane 184 C13H28 000629-50-5 93
3 Tetradecane 198 C14H30 000629-59-4 91
4 Tridecane 184 C13H28 000629-50-5 90
5 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90

Abundance Scan 2240 (15.543 min): VW026972.D\data.ms (-2235) (- m/z 57.10 100.00%

57.1
5000
1550 |
99.1 184.2 :
- ‘MHM L7 a2 1802 gsa0 281t ..u 4310 73.27%
m/z--> 50 100 150 200 250
Abundance #59028: Tridecane
57.0
5000 —— ‘
15.50
m/z 71.10 61.62%
27‘0‘ ‘ ‘ ‘ 141.0 184.0
O T T ‘\ ‘\‘ ‘H‘\ ‘\‘ \“‘\ “‘ \H T “\ \‘ .‘ T T \‘\ ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #59026: Tridecane
57.0
T I
15.50
5000 ITI/Z 41.10 39.10%
27,0
UL %0, a0 ss0
0 ‘u“whk‘ﬂ‘ﬂ e R —
m/z--> 50 100 150 200 250
Abundance #74006: Tetradecane T ‘
57.0 15.50
m/z 85.10 38.68%
5000
27,0
P o R
0 ‘M‘WM‘W‘WHHN‘“‘u“ e .
m/z--> 50 100 150 200 250 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe83123\
Data File : VWO26972.D

Acqg On ¢ 31 Aug 2023 13:05
Operator : SY/MD

Sample : 04235-11

Misc : 5.24g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@81023SMA.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|
unknown-01 2.241 6.4 ug/L 37036 1 8.843 144651 25.0
(DEL) Alkane: S 14.422 19.9 ug/L 66202 3 13.556 83163 25.0
(DEL) Alkane: S 14.495 34.0 ug/L 113014 3 13.556 83163 25.0
(DEL) Alkane: S... 14.714 336.5 ug/L 1119440 3 13.556 83163 25.0
(DEL) Alkane: S... 14.830 176.0 ug/L 585400 3 13.556 83163 25.0
Sulfurous acid,... 15.318 161.0 ug/L 535425 3 13.556 83163 25.0
(DEL) Alkane: S... 15.543 322.2 ug/L 1071840 3 13.556 83163 25.0
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