LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/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\SFAMWLM101123SMA.M
Title : SFAMO1.0

Signal : TIC: VWO27435.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.186 43 49 61 rBV 33766 109457 4.58% 1.355%
2 2.369 71 79 121 rBV 817897 2389374 100.00% 29.578%
3 3.765 306 308 311 rBV3 833 848 0.04% 0.010%
4 3.856 313 323 333 rBV 30597 81709 3.42% 1.011%
5 4.021 339 350 362 rBV2 89981 274895 11.50%  3.403%
6 4.326 399 400 402 rBV3 900 698 0.03% 0.009%
7 4.393 403 411 420 rVB2 4294 12494 ©.52% 0.155%
8 4.557 436 438 439 rBV2 934 868 0.04% 0.011%
9 4.576 439 441 445 rW5 1430 1720 0.07% 0.021%
10 4.655 452 454 457 rw4 580 667 0.03% 0.008%
11 4.685 457 459 460 rVv2 1001 894 0.04% 0.011%
12 4.728 464 466 469 rVW4 1226 1327 0.06% 0.016%
13 4.765 470 472 476 rVB4 1136 1087 0.05% 0.013%
14 4.807 476 479 481 rBv4 1001 953 0.04% 0.012%
15 4.917 487 497 504 rBV2 26039 84634 3.54% 1.048%
16 5.387 570 574 575 rVW4 1138 1419 0.06% 0.018%
17 5.429 575 581 590 rVW4 3699 11866 ©.50% 0.147%
18 5.515 593 595 600 rVB6 1118 1432 0.06% 0.018%
19 5.588 604 607 611 rVB5 1376 1732 0.07% 0.021%
20 5.624 611 613 616 rBvV3 1045 1050 0.04% 0.013%
21 5.667 616 620 624 rVB7 1076 1510 ©0.06% 0.019%
22 5.765 631 636 637 rBv4 955 1360 0.06% 0.017%
23 5.935 656 664 674 rBV6 7602 25535 1.07% 0.316%
24 6.082 687 688 691 rBvV3 750 747 0.03% 0.009%
25 6.179 701 704 705 rVB3 1021 735 0.03% 0.009%
26 6.283 717 721 722 rBV3 1085 1163 0.05% 0.014%
27 6.362 732 734 738 rVB4 911 985 0.04% 0.012%
28 6.405 738 741 742 rBV3 852 839 0.04% 0.010%
29 6.423 742 744 746 rVV3 1000 766 0.03% 0.009%
30 6.447 746 748 751 rVW4 912 704 0.03% 0.009%
31 6.588 770 771 773 rBvV2 943 798 0.03% 0.010%
32 6.710 789 791 793 rBV3 872 725 0.03% 0.009%
33 6.807 803 807 809 rBV5 1065 1348 0.06% 0.017%
34 6.868 812 817 819 rBV6 1452 2643 0.11% ©0.033%
35 7.075 843 851 860 rBV 46166 141283 5.91% 1.749%
36 7.270 882 883 886 rvs3 1161 849 0.04% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/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\SFAMWLM101123SMA.M
Title : SFAMO1.0
37 7.472 913 916 921 rVB5 1160 1704 0.07% 0.021%
38 7.520 921 924 925 rBvV2 852 876 0.04% 0.011%
39 7.648 935 945 960 rvVv 159286 390875 16.36% 4.839%
40 7.813 970 972 974 rBv2 999 800 0.03% 0.010%
41  7.935 990 992 993 rBvV2 1446 1037 0.04% 0.013%
42 8.026 1002 1007 1009 rBVS5 1811 3225 0.13% 0.040%
43  8.276 1035 1048 1063 rBV2 292743 905850 37.91% 11.213%
44  8.618 1101 1104 1108 rVB5 1059 1431 0.06% ©0.018%
45  8.837 1132 114e 1152 rBV 372862 768481 32.16% 9.513%
46 8.990 1161 1165 1166 rBv4 1105 1058 0.04% 0.013%
47 9.069 1175 1178 1179 rBV3 1569 1815 ©0.08% 0.022%
48 9.154 1191 1192 1198 rVB6 539 932 0.04% 0.012%
49 9.215 1200 1202 1204 rBV3 619 674 0.03% 0.008%
50 9.270 1204 1211 1222 rBV 215947 447264 18.72% 5.537%
51 9.758 1287 1291 1298 rVB8 1619 3361 0.14% 0.042%
52 9.959 1320 1324 1327 rVB5 1113 1697 0.07% 0.021%
53 10.032 1327 1336 1346 rBV 87116 161755 6.77% 2.002%
54 10.160 1355 1357 1360 rBV3 1022 860 0.04% 0.011%
55 10.209 1361 1365 1368 rVB5 1412 1727 0.07% 0.021%
56 10.319 1376 1383 1391 rBV 275305 498628 20.87% 6.172%
57 10.575 1419 1425 1434 rVB 43770 78639  3.29% ©.973%
58 10.922 1475 1482 1494 rBV 156191 272886 11.42%  3.378%
59 11.068 1503 1506 1509 rBv4 3416 4986 0.21% 0.062%
60 11.544 1581 1584 1588 rBV5 1217 1328 0.06% 0.016%
61 11.629 1589 1598 1606 rBV 322388 557106 23.32% 6.896%
62 11.916 1643 1645 1647 rVB3 856 826 0.03% 0.010%
63 11.940 1647 1649 1651 rBV3 1260 1330 0.06% 0.016%
64 12.062 1667 1669 1672 rVB4 1191 1217 0.05% 0.015%
65 12.117 1672 1678 1679 rBV6 607 993 0.04% 0.012%
66 12.135 1679 1681 1682 rBV2 970 787 0.03% 0.010%
67 12.251 1696 1700 1701 rVV4 996 1250 0.05% 0.015%
68 12.343 1710 1715 1719 rBvVS8 2196 3830 0.16% 0.047%
69 12.391 1722 1723 1726 rVV3 797 725 0.03% 0.009%
70 12.458 1730 1734 1741 rBV9 1808 3661 0.15% 0.045%
71 12.599 1752 1757 1765 rVV3 6583 12128 ©0.51% 0.150%
72 12.690 1765 1772 1779 rBV 160490 265236 11.10% 3.283%
73 13.019 1824 1826 1828 rBV3 852 1073 0.04% 0.013%
74 13.074 1831 1835 1836 rVVv4 1042 930 0.04% 0.012%
75 13.111 1839 1841 1845 rVV5 1253 1564 0.07% 0.019%
76 13.147 1845 1847 1849 rVB3 1252 1032 0.04% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VWO27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/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\SFAMWLM101123SMA.M
Title : SFAM@1.0
77 13.184 1849 1853 1856 rBV6 1088 1709 0.97% 0.021%
78 13.245 1861 1863 1868 rVB4 1640 2144 0.09% 0.027%
79 13.288 1868 1870 1875 rVB6 1608 2386 0.10% 0.030%
80 13.342 1877 1879 1882 rBV4 1387 1771 0.07% 0.022%
81 13.385 1884 1886 1887 rBV2 1019 736 0.03% 0.009%
82 13.501 1896 1905 1908 rBV2 10163 17575 0.74% 0.218%
83 13.556 1908 1914 1921 rVwV 137021 229804 9.62% 2.845%
84 13.647 1924 1929 1936 rVB2 16633 28844 1.21% ©.357%
85 13.848 1956 1962 1968 rBV 93349 156166 6.54% 1.933%
86 14.007 1986 1988 1992 rvv4 2043 2836 0.12% 0.035%
87 14.062 1994 1997 2008 rVB 9643 15506 ©.65% ©.192%
88 14.318 2036 2039 2045 rBV7 1855 4394 0.18% 0.054%
89 14.458 2059 2062 2064 rBV4 1468 1446 0.06% 0.018%
90 14.476 2064 2065 2066 rvV 1657 788 ©0.03% 0.010%
91 14.519 2069 2072 2077 rVBS 5951 9035 0.38% 0.112%
92 14.714 2102 2104 2108 rBV5 1230 1601 0.07% 0.020%
93 14.970 2143 2146 2148 rBV4 1286 1691 0.07% 0.021%
94 15.129 2168 2172 2176 rBV7 1991 2967 0.12% 0.037%
95 15.354 2207 2209 2210 rBV2 2155 1599 0.97% 0.020%
96 15.397 2212 2216 2221 rVB4 8339 14711 0.62% 0.182%
97 15.476 2226 2229 2235 rVB 7018 11078 0.46% ©.137%
98 16.196 2345 2347 2349 rBV3 1177 1053 ©0.04% 0.013%
99 16.421 2382 2384 2386 rBV3 995 979 0.04% 0.012%
100 16.500 2395 2397 2399 rBV3 1119 812 ©0.03% 0.010%
Sum of corrected areas: 8078322
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW027435.D\data.ms
800000 2.369

700000
600000
500000
400000
300000
200000

100000 4.021

2.186
3.7%M 4.3@%%% 55387 35588.765-936.0616 BE

0\\‘HH‘\H\‘\H\‘HH‘HH‘HH|HH|\H\‘HH‘\H\‘H\\‘HH‘\H\‘\ﬁ\"\\H‘HH‘HH‘H\T"'HT\‘H\\‘\H\‘Hm‘\ﬁ‘mm‘\

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: VW027435.D\data.ms
800000

BIEs.58876.80

700000
600000
500000

400000 8.837

11.629
300000 8.276 10.319
9.270
200000 7.648 10.922
100000 o J\ 10-032 10.575 ]k‘
jss |\ 727077520 | 7578525 15 | |smae: srsssssameos. 7" o ssm

8.6
—
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW027435.D\data.ms
800000

o

700000
600000
500000
400000
300000

200000 12.690 13.556

100000 13.648
o ILERATFPAALSIR 5 13 eemrmemd 8503 647 || 140062 14, 30445894.714 14.916.1201 5588776 16.19616142300
T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T 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\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
2.186 3.56 ug/L 109457 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isobutane 58 C4H1e 000075-28-5 64
2 Isobutane 58 C4Hie 000075-28-5 64
3 Isobutane 58 C4H1ie 000075-28-5 50
4 Isobutane 58 C4H1e 000075-28-5 50
5 Isobutane 58 C4H1e 000075-28-5 42
Abundance  Scan 49 (2.186 min): VW027435.D\data.ms (-43) (-) m/z 43.10 100.00%
3.1
5000 L
T
) 2.00 2.20 2.40 2.60
T4 187 2765 nys 41,05 48.83%
m/z--> 0 50 100 150 200 250
Abundance #266: Isobutane
43.0
5000 L L L R
2.00 220 2.40 2.60
m/z 42.10 35.54%
1&0LL“
‘ 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 #267: Isobutane
43.0
T
2.00 220 2.40 2.60
5000 m/z 39.05 16.92%
10
m/iz--> 0 50 100 150 200 250
Abundance #268: Isobutane e L
43.0 2.00 2.20 2.40 2.60
m/z 57.10 4.48%
5000
130 ‘\ L L
—Aet— 1 T T
m/z--> 0 50 100 150 200 250 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.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 2 (DEL) Alkane: Cyclic3.856 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.856 2.66 ug/L 81709  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, 1,2-dimethyl-, trans- 70 C5H1e0 002402-06-4 91
2 Cyclopropane, 1,2-dimethyl-, cis- 70 C5H10 000930-18-7 90
3 1-Butene, 3-methyl- 70 C5H10 000563-45-1 87
4 Cyclopropane, 1,1-dimethyl- 70 C5H1e 001630-94-0 87
5 2-Pentene, (E)- 70 C5H10 000646-04-8 87
Abundance Scan 323 (3.856 min): VW027435.D\data.ms (-313) (-) m/z 55.05 100.00%
55.0
5000 701
39.1
PR TR
‘ 8.8 3.60 3.80 4.00 4.20
et b il 8381031 1188 2 70,10 40.15%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #667: Cyclopropane, 1,2-dimethyl-, trans-
55.0
5000 70.0 “/\mu‘uu‘uu‘uu‘\u
41.0 3.60 3.80 4.00 4.20
m/z 39.10 31.16%
27.0 H
\\‘\\\\‘\\\‘\“\\\\’\\\\‘\\\\‘\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #663: Cyclopropane, 1,2-dimethyl-, cis-
55.0
3.60 3.80 4.00 4.20
m/z 41.10 29.39%
5000 200 /
41.0
27.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #650: 1-Butene, 3-methyl- RRRRTEETEI e
55.0 3.60 3.80 4.00 4.20
m/z 42.10 26.43%
5000
39.0 70.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11

Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/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\SFAMWLM101123SMA.M
. SFAM@1.0

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 (DEL) Alkane: Straight-Chai... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.501 1.91 ug/L 17575 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 5-methyl- 184 C13H28 017453-93-9 53
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 53
3 Undecane, 3,7-dimethyl- 184 C13H28 017301-29-0 53
4 Undecane, 2,7-dimethyl- 184 C13H28 017301-24-5 53
5 Undecane, 5,7-dimethyl- 184 C13H28 017312-83-3 53

Abundance Scan 1905 (13.501 min): VW027435.D\data.ms (-1896) ( m/z 43.05 100.00%
43.0
71.0
5000 J\\JM
MWWW"‘VM |
‘ H H 96 1131 1479 13.50
“““Mlm‘“MJMWNNHA"ﬂ‘uwm“ﬂl‘w“““u m/z 57.00  82.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59039: Dodecane, 5-methyl-
43.0
5000 e :
85.0 13.50
m/z 71.00 52.81%
| o
\\‘\‘\\\“‘\\\\‘\\h\\‘\\\\‘\\\\‘\h\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
LA AT
13.50
m/z 85.10 44.96%
5000 29.0 85.0
113
Ll 1390 1680
R R e T B B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59052: Undecane, 3,7-dimethyl- AWM‘"W“N T |
43.0 13.50
m/z 41.00 44 .18%
h | JVWW%WWNNJkLﬁMNWﬂ«%
1270
20 | |90 1270 1550 g
m/z--> 20 40 60 80 100 120 140 160 180 1&50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.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 1-Hexanol, 2-ethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.647 3.14 ug/L 28844 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
3 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
4 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 53
Abundance Scan 1929 (13.647 min): VW027435.D\data.ms (-1924) ( m/z 57.05 100.00%
57.0
5000
41.0
‘ ‘ 83.1 M e
13.50 14.00
112.1
\\\‘\\\\“i“\‘\\“‘\‘}m\ \““1‘\\i““\\lw‘\\\\‘]\-swaws‘ m/Z 41.00 32.9300
miz-> 20 40 60 80 100 120 140
Abundance #15694: 1-Hexanol, 2-ethyl-
57.0
5000 41.0 — T
13.50 14.00
83.0 m/z 43.10  31.68%
\J-\S\.(‘)\HM\ \““1 T \h “ T “! L \“ \1\]_}2.\0‘ L ‘ UL
miz-> 20 40 60 80 100 120 140
Abundance #15695: 1-Hexanol, 2-ethyl-
57.0
Wby e
13.50 14.00
5000 m/z 70.05 25.27%
41.0
83.0
s L Loymeo
miz--> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl- W) fo = T S
57.0 13.50 14.00
m/z 55.00 24.33%
5000 41.0
83.0
1120 WY T A
m/z--> 20 40 60 80 100 120 140 13.50 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.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 7
R.T. EstConc Area Relative to ISTD R.T.
15.397 1.60 ug/L 14711 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 59
2 Nonane, 5-methyl-5-propyl- 184 C13H28 017312-75-3 53
3 Sulfurous acid, decyl pentyl ester 292 C15H3203S 1000309-14-3 53
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 50
5 Nonadecane 268 C19H40 000629-92-5 47
Abundance Scan 2216 (15.397 min): VW027435.D\data.ms (-2212) ( m/z 71.10 100.00%
430 711
5000
M‘MM/W BAGAYL
I ‘ | 127.3 1550 207.9  15.00 15.50
\‘\\\\“\\M\ ‘“‘\‘\‘\\“\\‘\‘\‘\\\\“\\\\‘\\‘\\‘\\‘\‘\‘\‘1\\ m/z 43.09 85.0200
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
5000 — ——
85.0 15.00 15.50
m/z 57.05 71.04%
29.0 141.0
\‘\‘\‘\\“\\\h‘\\“\\‘l‘\\\“\]-\].\\?\\\\}\\\\%\6\9\9‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59109: Nonane, 5-methyl-5-propyl-
71.0
43.0 s A
15.00 15.50
5000 m/z 85.10 67.78%
127.0
‘ ‘ 99.0
| Y RO v SN Y P
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #188717: Sulfurous acid, decyl pentyl ester ARk d — ‘AN ‘
71.0 15.00 15.50
m/z 41.05 41.77%
43.0
B W’WMMNW‘/\N
99 O 141.0
. 1930 R
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\VW102523\
Data File : VW@27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.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 9
R.T. EstConc Area Relative to ISTD R.T.
2.369 77.73 ug/L 2389370  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane 58 C4H10 000106-97-8 72
2 Butane 58 C4H1e 000106-97-8 72
3 Butane 58 C4H1e 000106-97-8 64
4 Butane 58 C4H1e 000106-97-8 59
5 Formic acid, chloro-, (3,4,4-tri... 194 C7H11Cl04 107323-92-2 50
Abundance  Scan 83 (2.393 min): VW027435.D\data.ms (-71) (-) m/z 43.10 100.00%
43.1
5000 /\/\\M
REawEma s e
‘ ' 2.00 2.20 2.40 2.60
o 87 1149 2700 /7 41.05  35.99%
m/z--> 0 50 100 150 200 250
Abundance #263: Butane
43.0
5000 [TT T [T i T rrirT
2.00 2.20 2.40 2.60
m/z 39.00 14.88%
1‘.0\ ‘ T ‘ T ‘\‘ ‘ ‘\ T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T 1
miz--> 0 50 100 150 200 250
Abundance #262: Butane
43.0
e
2.00 2.20 2.40 2.60
5000 m/z 58.10 13.90%
13,0 ||
= T
m/iz--> 0 50 100 150 200 250
Abundance #265: Butane R e A
43.0 2.00 2.20 2.40 2.60
m/z 42.05 13.69%
) Njk
m/z--> 0 50 100 150 200 250 2.00 2.20 2.40 2.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW102523\
Data File : VWO27435.D

Acqg On : 25 Oct 2023 12:11
Operator : SY/MD

Sample : 04961-12RE

Misc : 6.38g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM101123SMA.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... 2.186 3.6 ug/L 109457 1 8.843 768481 25.0
(DEL) Alkane: C... 3.856 2.7 ug/L 81709 1 8.843 768481 25.0
(DEL) Alkane: S 13.501 1.9 ug/L 17575 3 13.556 229804 25.0
1-Hexanol, 2-et... 13.647 3.1 ug/L 28844 3 13.556 229804 25.0
(DEL) Alkane: S... 15.397 1.6 ug/L 14711 3 13.556 229804 25.0
(DEL) Alkane: S... 2.369 77.7 ug/L 2389370 1 8.843 768481 25.0
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