LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/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\SFAMWLMO50123SMA.M
Title : SFAMO1.0

Signal : TIC: VWO26039.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.143 38 42 49 rBV2 14032 25366 2.02% 0.265%
2 2.216 52 54 55 rBvV 2769 1716 0.14% 0.018%
3 2.357 72 77 84 rVB 79895 145768 11.58% 1.520%
4 2.796 146 149 151 rBV4 2898 3457 0.27% 0.036%
5 2.893 158 165 181 rVB 56396 148754 11.82%  1.551%
6 3.174 210 211 215 rBv4 2267 1638 0.13% 0.017%
7 3.308 231 233 235 rBV3 1632 1760 0.14% 0.018%
8 3.344 238 239 242 rW3 1090 1409 0.11% 0.015%
9 3.375 242 244 246 rVV3 1503 1746 0.14% 0.018%
10 3.399 246 248 252 rW5 1873 2916 ©0.23% 0.030%
11  3.588 277 279 283 rVB5 1508 1939 0.15% 0.020%
12 3.631 283 286 289 rvVvB4 1901 1644 0.13% 0.017%
13 3.667 290 292 294 rBV2 1613 1187 0.09% 0.012%
14 3.820 316 317 320 rVB3 1194 1176 0.09% 0.012%
15 3.850 320 322 325 rVB4 1443 1549 0.12% 0.016%
16 3.881 325 327 330 rVB4 2138 1979 0.16% 0.021%
17 4.015 338 349 360 rBV 152634 409145 32.51% 4.267%
18 4.125 360 367 377 rVW2 17611 49877 3.96% ©0.520%
19 4,228 383 384 387 rVB3 2469 1791 0.14% 0.019%
20 4.259 387 389 392 rBv4 1731 2299 0.18% 0.024%
21  4.289 392 394 396 rVB3 1631 1677 0.13% 0.017%
22 4.320 396 399 401 rBV4 1798 2308 0.18% 0.024%
23 4.381 404 409 420 rVB5 4379 11238 0.89% 0.117%
24  4.496 426 428 429 rBvV2 1398 1357 0.11% 0.014%
25 4.545 433 436 438 rBv4 1158 1388 0.11% 0.014%
26 4.661 452 455 458 rVB5 1405 1499 0.12% 0.016%
27 4.783 474 475 478 rBV3 1346 1209 0.10% 0.013%
28 4.917 486 497 508 rBv2 50181 155153 12.33% 1.618%
29 5.149 533 535 536 rBvV 1638 1380 0.11% 0.014%
30 5.179 536 540 543 rBV6 1252 1766 0.14% 0.018%
31 5.246 547 551 552 rVvB4 987 1262 0.10% 0.013%
32 5.277 555 556 560 rVB4 920 1209 0.10% 0.013%
33 5.350 566 568 570 rBvV3 1286 1286 ©0.10% 0.013%
34 5.460 583 586 589 rvBs 1326 1402 0.11% 0.015%
35 5.557 599 602 605 rvB5 1098 1200 0.10% 0.013%
36 5.588 605 607 610 rBV4 1205 1287 0.10% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/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\SFAMWLMO50123SMA.M
Title : SFAMO1.0
37 5.746 631 633 635 rBv3 1853 2389 0.19% 0.025%
38 5.777 635 638 639 rBv3 1890 2012 0.16% 0.021%
39 5.941 658 665 675 rvB2 17740 50894 4.04% 0.531%
40 6.069 683 686 688 rBv4 1231 1468 0.12% 0.015%
41 6.112 692 693 700 rBvVe6 1406 2917 0.23% 0.030%
42 6.185 702 705 706 rBV2 1427 1206 0.10% 0.013%
43 6.271 714 719 721 rVVé6 1409 1707 0.14% 0.018%
44 6.301 721 724 725 rVB3 1401 1290 0.10% 0.013%
45 6.313 725 726 729 rBvV3 1465 1425 0.11% 0.015%
46 6.423 742 744 747 rVB4 1683 2263 0.18% 0.024%
47 6.460 747 750 751 rBvV2 951 1212 0.10% 0.013%
48 6.490 751 755 757 rVB5 1062 1666 0.13% 0.017%
49 6.527 757 761 762 rVB3 1278 1446 0.11% 0.015%
50 6.807 805 807 810 rBV4 1240 1586 0.13% 0.017%
51 6.850 810 814 816 rvVvB5 1570 1763 0.14% 0.018%
52 6.984 834 836 838 rvv3 1554 1293 0.10% 0.013%
53 7.008 838 840 843 rVB4 1458 1654 0.13% 0.017%
54 7.081 843 852 861 rBV 36960 113381 9.01% 1.182%
55 7.173 865 867 874 rvv2 8076 18205 1.45% 0.190%
56 7.252 878 880 882 rvB3 2401 2014 0.16% 0.021%
57 7.295 884 887 890 rBV5 1741 2046 0.16% 0.021%
58 7.411 904 906 909 rvB4 1571 1650 0.13% 0.017%
59 7.441 909 911 912 rBV2 1668 1467 0.12% 0.015%
60 7.459 912 914 916 rVB3 1884 1545 0.12% 0.016%
61 7.478 916 917 921 rBvV4 1755 1941 0.15% 0.020%
62 7.545 926 928 932 rBV5 1731 1996 0.16% 0.021%
63 7.648 934 945 956 rBV 218674 541966 43.07% 5.652%
64 7.740 958 960 963 rBV3 950 1204 0.10% 0.013%
65 7.831 972 975 977 rBv4 1598 1571 0.12% 0.016%
66 7.959 992 996 997 rw4 1463 1621 0.13% 0.017%
67 8.032 1002 1008 1014 rVB4 2318 4983 0.40% 0.052%
68 8.173 1029 1031 1033 rVB3 1880 1603 0.13% 0.017%
69 8.209 1033 1037 1038 rBV4 2116 2912 0.23% 0.030%
70 8.276 1038 1048 1063 rVV2 431306 1258337 100.00% 13.123%
71 8.398 1066 1068 1073 rVVe6 2166 3136 0.25% 0.033%
72 8.502 1084 1085 1087 rVB2 2381 1420 0.11% 0.015%
73 8.532 1087 1090 1091 rBV3 2335 2166 0.17% 0.023%
74  8.587 1095 1099 1100 rBV4 1945 1914 0.15% ©0.020%
75 8.630 1103 1106 1108 rBV4 1628 2025 0.16% 0.021%
76 8.703 1117 1118 1121 rVB3 2231 1291 0.10% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/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\SFAMWLMO50123SMA.M
Title : SFAM@1.0
77 8.843 1131 1141 1155 rBV 440715 891484 70.85% 9.297%
78 9.002 1165 1167 1169 rVB3 2204 1735 ©0.14% 0.018%
79 9.038 1171 1173 1174 rBV2 1666 1320 0.10% 0.014%
80 9.276 1200 1212 1227 rBV 305941 649750 51.64% 6.776%
81 9.605 1264 1266 1272 rVB4 7585 9486 ©.75% ©.099%
82 9.660 1273 1275 1276 rBV2 2471 1498 0.12% 0.016%
83 9.739 1286 1288 1291 rBV4 2585 3740 0.30% ©.039%
84 10.032 1330 1336 1348 rBV 128383 256557 20.39% 2.676%
85 10.178 1358 1360 1361 rBV2 3976 3217 0.26% ©0.034%
86 10.325 1376 1384 1391 rBV 549617 1000802 79.53% 10.437%
87 10.581 1420 1426 1430 rBV 80294 142240 11.30% 1.483%
88 10.922 1476 1482 1491 rBV 123680 256728 20.40% 2.677%
89 11.629 1592 1598 1608 rVB 559790 951227 75.59% 9.920%
90 12.135 1677 1681 1686 rVB5 30830 47685 3.79% 0.497%
91 12.361 1710 1718 1723 rVB3 64158 149855 11.91% 1.563%
92 12.690 1767 1772 1779 rBV 201261 324115 25.76% 3.380%
93 12.849 1796 1798 1805 rBV7 16842 29031 2.31% 0.303%
94 13.288 1863 1870 1875 rBV6 68168 170004 13.51% 1.773%
95 13.556 1908 1914 1922 rVB 404247 656732 52.19% 6.849%
96 13.848 1957 1962 1971 rBV 326801 651826 51.80% 6.798%
97 14.379 2045 2049 2054 rVB4 60752 101110 8.04%  1.054%
98 14.836 2120 2124 2131 rVB3 57889 107808 8.57% 1.124%
99 15.324 2200 2204 2209 rVB8 29399 55005 4.37% 0.574%
100 15.726 2266 2270 2277 rVB6 43020 83543 6.64% 0.871%
Sum of corrected areas: 9588694
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\

: VWe26039.D

: 25 May 2023 14:38

: SY/MD

: 02950-03

: 2.85g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA .M

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW026039.D\data.ms
800000
600000
400000
200000 4.015
2357 2.893 4.917
o 22216 2796\ 3.173%ER3EH6a 2 mmEnnsae1783 "\ SHIEEEESEHETEETAL? Ot 6OPEEIBEaE
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: VW026039.D\data.ms
800000
11.629
600000 10.325
8.276 8.843
400000
9.276
7.648
200000 10 032
aak CHERB3I0 99)()38 9@%039 0.17
f" T T “‘A T T T T T T T T T T T
Time--> 7.00 7.50 8.00 8.50 900 950 1000 10.50 11.00 11.50
Abundance TIC: VW026039.D\data.ms
800000
600000
13.556
400000
200000
15.726
/\MW
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\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.M
Quant Title : SFAM@1.0

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

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

Peak Number 1 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.941 1.43 ug/L 50894 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexane 86 C6H14 000110-54-3 83
2 n-Hexane 86 C6H14 000110-54-3 80
3 n-Hexane 86 C6H14 000110-54-3 59
4 2-Ethyl-oxetane 86 C5H100 1010386-40-2 52
5 2H-Pyran-2-one, tetrahydro-3,6-d... 128 C7H1202 003720-22-7 38

Abundance Scan 665 (5.941 min): VW026039.D\data.ms (-658) (-) m/z 57.00 100.00%

57.0 M
5000
8’}39 132.8 193.3 252.1 .60 5.80 6.00 6.20
ob——— bl %o, oSBT e m/z 41.85  92.49%
miz--> 0 50 100 150 200 250
Abundance #2039: n-Hexane
57.0
27,0
5000 w‘\\\\‘\\\\’\\\\‘\\\\‘\
5.60 5.80 6.00 6.20
m/z 43.00 76.62%
Ll “m L \8‘)('0
O ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 0 50 100 150 200 250
Abundance #2038: n-Hexane
57.0
5.60 5.80 6.00 6.20
5000 27.0 m/z 56.00 56.99%
| \‘ ‘u I \8*0
ol
miz--> 0 50 100 150 200 250
Abundance #2040: n-Hexane
57.0 5.60 5.80 6.00 6.20
m/z 42.00 54.67%
27.0
5000
ol i “8‘7:0‘ S —— ANty
m/z--> 0 50 100 150 200 250 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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: Cyclic12.135 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.135 1.25 ug/L 47685 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 80
2 2-Pyrazoline, 5-ethyl-1,4-dimethyl- 126 C7H14N2 014339-23-2 72
3 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 72
4 Cyclohexane, 1,3-dimethyl-, cis- 112 C8H16 000638-04-0 72
5 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 72

Abundance Scan 1681 (12.135 min): VW026039.D\data.ms (-1677) ( m/z 97.10 100.00%

s5.0 211
5000

—— —
1 12.00 12.50
ol et Ly 2922 2082 2680 . on o5 83.65%
miz--> 20 40 60 80 100120140160 180200220 240 260
Abundance #13288: Cyclohexane, 1-ethyl-2-methyl-, trans-
s50 270
5000 ]

T
12.00 12.50
m/z 41.10 35.25%

27.0 ‘ 126.0
O H\‘\HH‘iH\\‘\‘!“\‘UH“‘\H\“\\‘H‘\“\H‘HH‘HH‘HH‘\H\‘\H\‘H\\‘H\\
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #12869: 2-Pyrazoline, 5-ethyl-1,4-dimethyl-
97.0
e e
12.00 12.50
5000 ITI/Z 57 .00 34.23%
28.0 ‘ 56"0 126.0
o“wquhHu_AH_‘muu‘wu‘W‘H‘_‘H_‘H‘H‘W‘HW‘H‘_‘H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #7670: Cyclohexane, 1,3-dimethyl-, cis- — ——
55.0 97.0 12.00 12.50

m/z 56.00  24.36%

5000
27.0 ‘
|

0m"Uu‘pH“‘H;hm‘lw‘mu‘uH‘HH‘HH‘mwuu‘mwmWm —— ——
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.361 3.94 ug/L 149855  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-ethyl-2-methyl- 142 C1eH22 014676-29-0 78
2 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 74
3 Octane, 2,3-dimethyl- 142 C1OH22 007146-60-3 53
4 Heptane, 4-propyl- 142 C10H22 003178-29-8 52
5 Octane, 3-methyl- 128 C9H20 002216-33-3 50
Abundance Scan 1718 (12.361 min): VW026039.D\data.ms (-1710) ( m/z 57.10 100.00%
57.1
5000 98.0 W\J\/w
— ——
12.00 12.50
145.2 .
- ‘w“u L, b D7, 1892 2361 287 u.; 43,05 54.31%
miz--> 50 100 150 250
Abundance #22131: Heptane, 3-ethyl-2-methyl-
57.0
5000 — ——
12.00 12.50
98.0 m/z 98.05 38.02%
27.0‘ ‘
O T T H\ ‘\‘ ““\ H‘ \‘\ “ T T ]\-4\2.0 T T T T T T T T
miz--> 50 100 150 250
Abundance #22127: Heptane, 3-ethyl-2-methyl-
57.0
— =
12.00 12.50
5000 98.0 m/z 41.00 30.84%
27.0 JL
P VN O R
m/iz--> 50 100 150 250
Abundance #22102: Octane, 2,3-dimethyl- — —
57.0 12.00 12.50
m/z 56.10 19.63%
5000
270 98.0
oL s S PR —
m/z--> 50 100 150 250 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 Naphthalene, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.288 6.47 ug/L 176004 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
4 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 93
5 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 92
Abundance Scan 1870 (13 288 min): VW026039.D\data.ms (-1863) ( m/z 57.05 100.00%
57.0 141.1
5000
85.1
111.1 — i
13.00 13.50
174.1202.2 4
0! 2505 m/z 141.05  93.68%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #33153: Naphthalene, 2,6-dimethyl-
156.0
5000 el Mt
13.00 13. 50
m/z 156.10 0.79%
115.0
O]\-ﬁ‘o\\\\‘s\\].\F)‘\ZT‘(\)\\\’\\\‘1’\‘1‘\\“‘\\M‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
/¢\\*w ot
13. 00 13 50
5000 m/z 41.00 70.60%
o R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #33146: Naphthalene, 2,7-dimethyl- —— —
156.0 13.00 13.50
m/z 71.05 58.67%
5000
77.0
o""""E’%‘O‘w"1“""‘,‘1‘1‘?,'9"m‘u‘U‘“‘ww‘w‘www — S—
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\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 Naphthalene, decahydro-2-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.379 3.85 ug/L 101110 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 97
2 Pulegone 152 C10H160 000089-82-7 89
3 Pulegone 152 C1eH160 000089-82-7 76
4 Cyclohexanone, 5-methyl-2-(1-met... 152 C10H160 015932-80-6 76
5 Pulegone 152 C10H160 000089-82-7 76
Abundance Scan 2049 (14.379 min): VW026039.D\data.ms (-2045) ( m/z 81.05 100.00%
81.0
152.0
5000 41.0
112 1400 14k
ok M‘“ ol 2222364 2830 o) e 75.70%
miz-> 50 100 150 200 250
Abundance #29507: Naphthalene, decahydro-2-methyl-
41.0 81.0 152.0
5000 — ——
14.00 14.50
m/z 67.00 69.26%
0 \“\ ‘M ‘\m]‘-l“\b“\q\ ‘\ “‘\ L B s B B
miz-> 50 100 150 200 250
Abundance #29058: Pulegone
81.0 152.0
— ——
14.00 14.50
5000 m/z 95.10 66.60%
41.0
‘1 2.0
o! \‘L‘H\‘\MM - i“‘ e —
miz--> 50 100 150 200 250
Abundance #29065: Pulegone — —
81.0 152.0 14.00 14.50
m/z 41.00 46.20%
5000 41.0
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\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.M
Quant Title : SFAM@1.0

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

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

Peak Number 7 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.836 4.10 ug/L 107808 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 62
2 Dodecane 170 C12H26 000112-40-3 52
3 Dodecane 170 C12H26 000112-40-3 52
4 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 50
5 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 50
Abundance Scan 2124 (14.836 min): VW026039.D\data.ms (-2120) ( m/z 57.10 100.00%
57.1
5000 MM
98.2 14.50 15.00
: 155.1 ‘ . :
ol L “H‘ Loyl o 21622499 2970 L. 4310 67.00%
miz-> 50 100 150 200 250
Abundance #59069: Undecane, 2,6-dimethyl-
57.0
5000 — —
14.50 15.00
98.0 m/z 71.10 53.61%
O T T H‘\ U ““‘\ ‘\“ \“‘\ ““ \H T ]\-4\1"‘0\ \1-8\4\.0‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #45478: Dodecane
57.0
— ——
14.50 15.00
5000 m/z 41.00 44.02%
98.0 170.0
ol2eiol L[ B0 o
miz--> 50 100 150 200 250
Abundance #45481: Dodecane “ —
57.0 14.50 15.00
m/z 55.10 34.34%
5000
99.0 170.0
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\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.324 2.09 ug/L 55005 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde, 2-butenylhydrazone 112 C6H12N2 075268-07-4 25
2 Pentyl dotriacontyl ether 537 C37H760 1000406-42-6 22
3 1-Thiophen-2-ylmethyl-piperazine 182 C9H14N2S 039244-79-6 18
4 Carbonic acid, dithio-, S-methyl... 204 C9H160S2 015288-12-7 15
5 3-Hepten-2-one 112 C7H120 001119-44-4 14
Abundance Scan 2204 (15.324 min): VW026039.D\data.ms (-2200) (  m/z 57.10 100.00%
57.1
5000 W
1451 207.2 — —
280 15.00 15.50
0 2 m/z 55.10  69.99%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #7140: Acetaldehyde, 2-butenylhydrazone
97.0
p8.0
5000 — ——
15.00 15.50
( ‘ m/z 97.10  61.14%
O\T‘\‘\'1‘\‘\‘\‘\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #342515: Pentyl dotriacontyl ether
71.0
— ——
15.00 15.50
5000 m/z 43.10 59.48%
oLl “ \ ”H L | l181 0237.0292.0 3640 4480 W
IR e e o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #57670: 1-Thiophen-2-ylmethyl-piperazine — ——
97.0 15.00 15.50
m/z 41.05 52.75%
182.0
0"““,, — —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe52523\
Data File : VW@26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.726 3.18 ug/L 83543  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one, 3-cyclohexyl-4-et... 208 C14H240 1000150-19-1 42
2 7-Tetradecene, (E)- 196 C14H28 041446-63-3 38
3 3-Tetradecene, (E)- 196 C14H28 041446-68-8 38
4 Formic acid, decyl ester 186 C11H2202 005451-52-5 35
5 1-Butene, 2-ethyl-3-methyl- 98 C7H14 007357-93-9 30
Abundance Scan 2270 (15.726 min): VW026039.D\data.ms (-2266) ( m/z 69.10 100.00%
69.1
5000
39.1 09.1 1651
—— —
15.50 16.00
ok | ‘M\ ‘ MuH“ " H‘\Hmh\‘\ m‘\ M | “2323 : ‘28“3“ m/z 41.00 82.27%
miz--> 50 150 200 250
Abundance #85248: 3-Hexen-2-one, 3-cyclohexyl-4-ethyl-
55.0
950 165.0
5000 — —
15.50 16.00
m/z 55.10 70.75%
208.0
oL l “\‘\H “ Hu\ H m }‘35‘0 i - T
miz-> 50 100 150 200 250
Abundance #71753: 7-Tetradecene, (E)-
55.0
—— —
15.50 16.00
5000 m/z 57.10 60.33%
97.0
UL g
otsol Wl p | 2400 4
miz--> 50 100 150 200 250
Abundance #71747: 3-Tetradecene, (E)- 7 —
41.0 15.50 16.00
m/z 56.05 51.83%
83.0
5000
(L1 a0 1960
ol ‘Mmu‘”“_”‘_ — —
m/z--> 50 100 150 200 250 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@52523\
Data File : VWO26039.D

Acqg On : 25 May 2023 14:38
Operator : SY/MD

Sample : 02950-03

Misc : 2.85g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@50123SMA.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... 5.941 1.4 ug/L 50894 1 8.843 891484 25.0
(DEL) Alkane: C... 12.135 1.3 ug/L 47685 2 11.629 951227 25.0
(DEL) Alkane: S... 12.361 3.9 ug/L 149855 2 11.629 951227 25.0
Naphthalene, 2,... 13.288 6.5 ug/L 170004 3 13.556 656732 25.0
Naphthalene, de... 14.379 3.9 ug/L 101110 3 13.556 656732 25.0
(DEL) Alkane: S... 14.836 4.1 ug/L 107808 3 13.556 656732 25.0
unknown-01 15.324 2.1 ug/L 55005 3 13.556 656732 25.0
unknown-02 15.726 3.2 ug/L 83543 3 13.556 656732 25.0
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