LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71024\
Data File : VW029503.D

Acq On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

@ % of largest Peak

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@70824SMA .M
Title : SFAM@1.0

Signal : TIC: VWe29503.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.363 71 78 97 rBV 68500 179550 15.01% 2.665%
2 2.899 158 166 182 rBV 52966 158553 13.25% 2.354%
3 3.393 243 247 250 rBV6 856 1111 0.09% 0.016%
4 3.497 262 264 267 rVB3 629 626 0.05% 0.009%
5 3.533 268 270 272 rBV2 628 526 0.04% 0.008%
6 3.558 272 274 277 rVB4 584 586 0.05% 0.009%
7 3.832 315 319 322 rVB4 475 784 0.07% 0.012%
8 3.862 322 324 327 rBV3 552 609 0.05% 0.009%
9 3.923 332 334 336 rBV2 597 636 0.05% 0.009%
10 4.021 338 350 374 rBV 125554 430638 36.00% 6.392%
11 4.429 415 417 421 rBV4 434 646 0.05% 0.010%
12 4.624 441 449 450 rBVe 841 1848 0.15% 0.027%
13 4.643 450 452 454 rVB3 688 549 0.05% 0.008%
14 4.765 470 472 476 rBV5 431 599 0.05% 0.009%
15 4.923 486 498 506 rBvV2 12546 48007 4.01% 0.713%
16 5.515 590 595 598 rVB 564 895 0.07% 0.013%
17 5.813 639 644 647 rVB2 550 887 0.07% 0.013%
18 5.856 647 651 655 rBV3 433 949 0.08% 0.014%
19 5.947 655 666 674 rVB7 2908 9106 0.76% 0.135%
20 6.380 733 737 738 rVB4 407 500 0.04% 0.007%
21 6.490 751 755 757 rVB3 609 595 0.05% 0.009%
22 6.527 757 761 764 rBv2 377 662 0.06% 0.010%
23 6.929 821 827 834 rVB5 808 2428 0.20% 0.036%
24 7.081 844 852 859 rBV 22376 71927 6.01% 1.068%
25 7.283 881 885 889 rvB3 367 702 0.06% 0.010%
26 7.417 905 907 910 rBv3 427 523 0.04% 0.008%
27 7.648 935 945 957 rvwV 205676 499149 41.72% 7.409%
28 7.874 979 982 985 rw4 380 554 0.05% 0.008%
29 8.276 1037 1048 1063 rBv2 399557 1196351 100.00% 17.759%
30 8.551 1089 1093 1095 rVB3 577 662 0.06% 0.010%
31 8.575 1095 1097 1099 rBvV2 385 503 0.04% 0.007%
32 8.630 1104 1106 1113 rVvVve 374 669 0.06% 0.010%
33 8.691 1113 1116 1122 rVB6 1173 1970 0.16% 0.029%
34 8.843 1132 1141 1155 rBV 347973 700484 58.55% 10.398%
35 9.038 1167 1173 1175 rBV6 2020 3561 0.30% 0.053%
36 9.136 1187 1189 1192 rVB3 766 880 0.07% 0.013%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71024\
Data File : VW029503.D

Acq On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vial : 11 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\SFAMWLM@70824SMA.M
Title : SFAMO1.0
37 9.270 1202 1211 1220 rBV 272613 567083 47.40%  8.418%
38 9.520 1249 1252 1254 rVB4 521 564 0.05% 0.008%
39 9.745 1286 1289 1292 rBV3 676 1045 0.09% 0.016%
40 9.886 1309 1312 1314 rVV4 965 1151 0.10% 0.017%
41 9.941 1318 1321 1324 rBV2 492 771 0.06% 0.011%
42 10.032 1329 1336 1347 rVB 111649 202917 16.96% 3.012%

43 10.319 1375 1383 1400 rVV 449384 804747 67.27% 11.946%

44 10.501 1409 1413 1414 rVB2 571 521 0.04% 0.008%
45 10.575 1418 1425 1436 rVV 72110 129253 10.80% 1.919%
46 10.703 1440 1446 1453 rVB2 6698 12544 1.05% ©0.186%
47 10.758 1453 1455 1457 rBV3 723 960 0.08% 0.014%
48 10.843 1464 1469 1476 rBV6 2296 4028 0.34% ©0.060%
49 10.922 1476 1482 1496 rBV2 87904 186650 15.60% 2.771%
50 11.172 1518 1523 1529 rVB5 4165 7628 0.64% ©0.113%
51 11.343 1546 1551 1554 rVB7 1020 1474 ©.12% ©.022%
52 11.404 1554 1561 1568 rVB5 2982 5515 ©0.46% ©0.082%
53 11.526 1576 1581 1584 rBV3 563 772  0.06% 0.011%
54 11.629 1588 1598 1606 rBV 307194 524411 43.83% 7.784%
55 11.837 1626 1632 1634 rBV5 866 1607 ©0.13% ©0.024%
56 12.062 1666 1669 1671 rBV4 929 1230 ©0.10% ©.018%
57 12.160 1682 1685 1686 rVvv2 498 548 0.05% 0.008%
58 12.184 1686 1689 1694 rVB7 726 1176 0.10% 0.017%
59 12.361 1714 1718 1719 rBV3 325 526 0.04% 0.008%
60 12.605 1746 1758 1764 rBV2 18415 37021 3.09% ©0.550%
61 12.690 1764 1772 1779 rBV 152827 251100 20.99%  3.727%
62 12.745 1779 1781 1788 rVB4 2102 3726 0.31% 0.055%
63 12.843 1792 1797 1798 rBV3 337 540 0.05% 0.008%
64 12.879 1800 1803 1806 rVB4 986 1130 0.09% 0.017%
65 12.958 1806 1816 1821 rBV4 4764 11826 ©0.99% 0.176%
66 13.013 1821 1825 1826 rBV2 829 850 0.07% 0.013%
67 13.038 1826 1829 1832 rVB4 2038 2081 0.17% 0.031%
68 13.080 1832 1836 1841 rVB6 2031 3088 0.26% 0.046%
69 13.190 1845 1854 1861 rVB 10490 19657 1.64% 0.292%
70 13.269 1861 1867 1870 rBV2 8321 15370 1.28% ©.228%
71 13.403 1879 1889 1894 rBV 16322 30165 2.52% ©0.448%
72 13.464 1897 1899 1900 rBV2 962 593 0.05% 0.009%
73 13.507 1902 1906 1908 rBV4 3079 4513 0.38% 0.067%
74 13.556 1908 1914 1918 rBV 131019 211186 17.65%  3.135%
75 13.757 1941 1947 1955 rBV3 9602 22007 1.84% 0.327%

76 13.848 1955 1962 1968 rBV 167258 278082 23.24%  4.128%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71024\
Data File : VW029503.D

Acq On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vial : 11 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\SFAMWLM@70824SMA .M
Title : SFAMO1.0
77 13.897 1968 1970 1975 rVB2 6043 6583 0.55% 0.098%
78 14.013 1985 1989 1992 rBV5 1741 2846 0.24% 0.042%
79 14.062 1992 1997 2002 rBV2 10612 16797 1.40% 0.249%
80 14.184 2015 2017 2022 rVB5 991 1415 0.12% 0.021%
81 14.232 2024 2025 2029 rVvVv4 644 969 0.08% 0.014%
82 14.324 2035 2040 2049 rVBS8 2533 6576 ©.55% ©.098%
83 14.409 2051 2054 2055 rBV3 852 726 0.06% ©0.011%
84 14.489 2064 2067 2068 rBV3 1990 1854 0.15% 0.028%
85 14.635 2090 2091 2094 rBV3 758 563 0.05% 0.008%
86 14.684 2094 2099 2102 rBV4 4574 7579 0.63% 0.113%
87 14.714 2102 2104 2109 rVB3 4743 5745 0.48% 0.085%
88 14.867 2128 2129 2132 rBV2 620 566 0.05% ©0.008%
89 14.934 2135 2140 2143 rBV6 649 1268 0.11% 0.019%
90 15.092 2164 2166 2169 rBV3 922 995 0.08% 0.015%
91 15.135 2171 2173 2176 rBv4 481 515 0.04% 0.008%
92 15.336 2204 2206 2208 rBV2 829 792 0.07% 0.012%
93 15.397 2212 2216 2220 rVB4 1672 2929 0.24% 0.043%
94 15.476 2225 2229 2233 rBV6 1725 2882 0.24% 0.043%
95 15.537 2237 2239 2241 rBV3 674 590 0.05% ©0.009%
96 15.757 2272 2275 2277 rBvV4 1112 1504 0.13% 0.022%
97 16.025 2316 2319 2322 rBV5 862 1027 0.09% 0.015%
98 16.092 2326 2330 2332 rBV5 1011 1193 0.10% 0.018%
99 16.208 2347 2349 2351 rBvV3 901 899 0.08% 0.013%
100 16.360 2371 2374 2375 rBV3 633 531 0.04% 0.008%
Sum of corrected areas: 6736619
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VWe71024\
Data File : VW029503.D

Acqg On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .M
Quant Title : SFAM@1.0

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

Abundance TIC: VW029503.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VWe71024\
Data File : VW029503.D

Acqg On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .M
Quant Title : SFAM@1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 3 1-Octanol, 2-butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.958 1.40 ug/L 11826 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Octanol, 2-butyl- 186 C12H260 003913-02-8 53
2 Decane, 2,5,6-trimethyl- 184 C13H28 062108-23-0 47
3 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 47
4 Oxirane, 2-[(decyloxy)methyl]- 214 C13H2602 003497-06-1 42
5 Undecane, 5,6-dimethyl- 184 (C13H28 017615-91-7 38
Abundance Scan 1816 (12.958 min): VW029503.D\data.ms (-1806) ( m/z 57.10 100.00%
57.1
5000 ﬂ
petrt ‘
# ‘ H‘ 849 1120 13.00
Obr et mh“‘_‘Hw‘”mw”w_m_m_m m/z 43.00  40.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #61055: 1-Octanol, 2-butyl-
57.0
5000 ”“/\ R
13.00
29.0 85.0 m/z 41.00  39.57%
111 0
- “1“‘ Al 13401540
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
\\A T ‘ T
13.00
5000 m z 56.00 31.43%
\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> /\\A M
Abundance #163251: Oxalic acid, isobutyl nonyl ester Ay
m/z 71.00 28.31%
| ‘ I h‘ m I A\ f‘\f"\‘ NU\/\/\ f"\

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VWe71024\
Data File : VW029503.D

Acqg On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .M
Quant Title : SFAM@1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 4 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.190 2.33 ug/L 19657 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 2,2,8-trimethyl- 184 C13H28 062238-01-1 78
2 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 72
3 Decane, 2,2,7-trimethyl- 184 C13H28 062237-99-4 64
4 Octane, 2,5,6-trimethyl- 156 C11H24 062016-14-2 64
5 Decane, 2,2-dimethyl- 170 C12H26 017302-37-3 64
Abundance Scan 1854 (13.190 min): VW029503.D\data.ms (-1845) ( m/z 57.05 100.00%
57.0
5000
ALV
‘H ‘851 1132 13.00 13.50
ol e L T e Mz 56.00 41.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59092: Decane, 2,2,8-trimethyl-
57.0
5000 /\‘\"‘ T
13.00 13.50
m/z 41.10  25.86%
0

290
. 180 1270 1690
Wm‘m T e T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0

‘ T T ‘ T
13.00 13.50

5000 m/z 42.95 23.81%

T ‘ TTTT TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT TTTT
m/z-->
Abundance #59095: Decane, 2,2,7-trimethyl-

m/z 71.10 12.61%

) ‘\‘ | IR w /W\J\ M

m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VWe71024\
Data File : VW029503.D

Acqg On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .M
Quant Title : SFAM@1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 6 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.403 3.57 ug/L 30165 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 53
2 Oxalic acid, isobutyl nonyl ester 272 C15H2804 1010309-37-4 53
3 Tridecane, 6-methyl- 198 C14H30 013287-21-3 53
4 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 50
5 Undecane, 4,7-dimethyl- 184 C13H28 017301-32-5 50
Abundance Scan 1889 (13.403 min): VW029503.D\data.ms (-1879) ( m/z 57.10 100.00%
57.1
5000
85.1
.
‘ H ‘ 127.1 13.50
ol B lcalll il e m/z 71.10 55.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane
57.0
5000 /xAKNA\m j
85.0 13.50
20.0 m/z 42.95 53.48%
o a0 a0 1sao
e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
T ‘ T
13.50
5000 m/z 40.95 36.47%
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\
m/z-->
Abundance #74019: Tridecane, 6-methyl-
m/z 85.10  34.34%
/\MA[/\\/\\
m/z-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ W\Data\VWe71024\
Data File : VW029503.D

Acqg On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS Vvial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA .M
Quant Title : SFAM@1.0

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 7 4-Methyl-3-heptanol, chloro... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13757 2.6l ugll 22067 1,4-Dichlorobenzene-da  13.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 4-Methyl-3-heptanol, chlorodiflu... 242 C10H17C1F202 1000447-27-4 53

2 Carbonic acid, decyl vinyl ester 228 C13H2403 1000383-25-7 53
3 Sulfurous acid, isobutyl 2-penty... 208 C9H2003S 1000309-15-2 50
4 Octane, 3-ethyl- 142 C10H22 005881-17-4 50
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 47
Abundance Scan 1947 (13.757 min): VW029503.D\data.ms (-1941) ( m/z 71.05 100.00%
71.0
43.0
5000
/V\ T ‘ T T ‘ T \M
112.1
13.50 14.00
il | T 14\1.1 208.7 9
o m—— e m/z 57.00 93.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #125245: 4-Methyl-3-heptanol, chlorodifluoroacetate (iso
430 710
5000 T T
13.50 14.00
112.0 m/z 42.95 81.68%
oﬁWMmemmewﬁwmfﬁﬂuwu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
T ‘ T T ‘ T
13.50 14.00
5000 m/z 41.00 49.92%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z-->
Abundance #85784: Sulfurous acid, isobutyl 2-pentyl ester ‘ ‘
m/z 56.10 49.92%
M \\\\‘\\\\ TTTT LI LI m

m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71024\
Data File : VW029503.D

Acq On : 10 Jul 2024 13:50
Operator : SY/MD

Sample : P3177-09RE

Misc : 5.40g/10mL/MSVOA_W/SOIL/B

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70824SMA.M
Quant Title : SFAM@l1.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
1-Octanol, 2-bu... 12.958 1.4 ug/L 11826 3 13.556 211186 25.90
(DEL) Alkane: S... 13.190 2.3 ug/L 19657 3 13.556 211186 25.0
(DEL) Alkane: S... 13.403 3.6 ug/L 30165 3 13.556 211186 25.0
4-Methyl-3-hept... 13.757 2.6 ug/L 22007 3 13.556 211186 25.90
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