LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12 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\SFAMWLMO82624SMA .M
Title : SFAMO1.0

Signal : TIC: VWO30039.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.173 42 47 48 rBV3 1078 1513 0.17% 0.021%
2 2.362 71 78 96 rBv 55503 146876 16.06% 1.993%
3 2.509 96 102 106 rBV2 8333 18052 1.97% 0.245%
4 2.899 158 166 184 rVB 39554 116956 12.79% 1.587%
5 3.387 239 246 257 rBvV3 7429 17502 1.91% 0.237%
6 3.728 298 302 312 rVB5S 919 2798 0.31% 0.038%
7 3.850 318 322 325 rVB3 574 586 0.06% ©0.008%
8 3.905 327 331 333 rBV3 375 463 0.05% 0.006%
9 4.021 336 350 362 rBvV 99714 333239 36.43% 4.521%
10 4.149 363 371 387 rVB 56766 194099 21.22% 2.633%
11 4.472 422 424 427 rBvV2 429 556 0.06% 0.008%
12 4.679 449 458 472 rBV 16549 53422 5.84% 0.725%
13 4.923 485 498 516 rBV2 26013 104266 11.40% 1.414%
14 5.789 631 640 641 rBVS 1703 3557 ©.39% 0.048%
15 5.941 656 665 678 rVB5 2705 9025 0.99% 0.122%
16 6.124 686 695 704 rBV5S 1390 4391 0.48% 0.060%
17 6.904 813 823 833 rBV7 5384 17359 1.90% 0.235%
18 7.087 844 853 864 rBV 26631 82731 9.04% 1.122%
19 7.557 923 930 934 rBV4 462 1265 0.14% 0.017%
20 7.648 934 945 959 rBvV 156828 379494 41.48% 5.148%
21 8.276 1037 1048 1065 rBv2 313283 914783 100.00% 12.410%
22 8.502 1083 1085 1087 rBV 1086 1343 0.15% 0.018%
23 8.544 1090 1092 1104 rVVe6 2136 5645 0.62% 0.077%
24 8.703 1111 1118 1132 rBV 15801 37032 4.05% 0.502%
25 8.843 1132 1141 1155 rBV 329847 655377 71.64%  8.891%
26 9.062 1170 1177 1183 rBV6 1983 4963 0.54% 0.067%
27 9.276 1203 1212 1221 rBV 204330 425690 46.53% 5.775%
28 9.343 1221 1223 1225 rVWV3 758 830 0.09% 0.011%
29 9.404 1227 1233 1245 rVB 44177 88678 9.69% 1.203%
30 9.550 1253 1257 1262 rVV5 707 1403 0.15% 0.019%
31 9.672 1274 1277 1282 rVB3 454 656 0.07% ©0.009%
32 9.891 1307 1313 1318 rVB2 698 1371 0.15% 0.019%
33 10.032 1329 1336 1345 rVV 104994 192356 21.03% 2.610%
34 10.129 1348 1352 1360 rVB6 1100 2783 0.30% 0.038%
35 10.233 1366 1369 1371 rBV4 304 410 0.04% 0.006%

36 10.324 1374 1384 1391 rVW 366771 683305 74.70%  9.270%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12 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\SFAMWLMO82624SMA .M
Title : SFAMO1.0
37 10.385 1391 1394 1403 rVB 10270 17349 1.90% 0.235%
38 10.501 1409 1413 1418 rVB4 1193 2168 0.24% 0.029%
39 10.574 1418 1425 1440 rBV 68216 121257 13.26% 1.645%
40 10.702 1440 1446 1449 rVwV 7078 11686 1.28% 0.159%
41 10.739 1449 1452 1463 rVB 11110 21311 2.33% 0.289%
42 10.855 1468 1471 1475 rVB3 323 495 0.05% 0.007%
43 10.922 1475 1482 1497 rBV 112633 202322 22.12% 2.745%
44 11.068 1499 1506 1522 rBV 382980 613853 67.10%  8.328%
45 11.330 1546 1549 1552 rVB3 442 693 0.08% 0.009%
46 11.470 1566 1572 1574 rBV4 300 550 0.06% 0.007%
47 11.568 1580 1588 1590 rBV5 1933 3290 0.36% 0.045%
48 11.629 1591 1598 1607 rVB 336821 565391 61.81% 7.670%
49 11.745 1612 1617 1622 rVB4 1165 2480 0.27% 0.034%
50 11.842 1627 1633 1645 rBV 22662 48402 5.29% 0.657%
51 11.940 1645 1649 1655 rVB6 2701 5163 0.56% 0.070%
52 12.013 1655 1661 1670 rBV 50843 87236 9.54% 1.183%
53 12.233 1693 1697 1702 rBV2 3213 4910 0.54% 0.067%
54 12.336 1708 1714 1730 rVB 27191 48268 5.28% ©0.655%
55 12.470 1730 1736 1740 rvv2 7379 12604 1.38% 0.171%
56 12.513 1740 1743 1747 rVB4 2377 3588 0.39% 0.049%
57 12.598 1751 1757 1763 rVB 5761 9921 1.08% 0.135%
58 12.690 1765 1772 1781 rBV 138116 232990 25.47% 3.161%
59 12.757 1781 1783 1785 rVWv2 664 612 0.07% 0.008%
60 12.812 1788 1792 1796 rVB5 486 656 0.07% 0.009%
61 12.848 1796 1798 1801 rBV2 289 419 0.05% 0.006%
62 12.928 1803 1811 1818 rVB6 4865 10988 1.20% 0.149%
63 13.037 1825 1829 1833 rBV 2470 4178 0.46% 0.057%
64 13.092 1833 1838 1843 rBV4 6198 11163 1.22% 0.151%
65 13.153 1843 1848 1852 rBV 19844 29886 3.27% 0.405%
66 13.208 1852 1857 1862 rBV 16912 25400 2.78% 0.345%
67 13.269 1862 1867 1880 rVB2 15871 33584 3.67% 0.456%
68 13.391 1880 1887 1894 rBvV2 28248 45446  4.97% 0.617%
69 13.464 1894 1899 1902 rBV2 17957 32446 3.55% 0.440%
70 13.555 1908 1914 1925 rVB 170665 282021 30.83% 3.826%
71 13.708 1937 1939 1943 rBV4 369 397 0.04% 0.005%
72 13.757 1943 1947 1951 rBV4 817 1054 0.12% 0.014%
73 13.848 1955 1962 1975 rBvV2 136338 242660 26.53%  3.292%
74 13.940 1975 1977 1981 rVB3 638 860 0.09% 0.012%
75 14.013 1982 1989 1993 rBV6 4285 7737 0.85% 0.105%
76 14.068 1993 1998 2008 rvv4 19388 34628 3.79% 0.470%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12 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\SFAMWLMO82624SMA .M
Title : SFAM@1.0
77 14.141 2008 2010 2014 rVB4 1098 1494 0.16% 0.020%
78 14.220 2021 2023 2026 rVB3 947 875 ©0.10% 0.012%
79 14.318 2033 2039 2050 rBV3 15908 27053 2.96% 0.367%
80 14.427 2054 2057 2060 rVB4 854 949 0.10% 0.013%
81 14.488 2062 2067 2068 rBVS5 574 776 0.08% 0.011%
82 14.513 2069 2071 2076 rVB4 1148 1304 0.14% 0.018%
83 14.549 2076 2077 2083 rVB3 622 777 0.08% 0.011%
84 14.616 2083 2088 2091 rBV2 1650 2611 ©0.29% 0.035%
85 14.683 2094 2099 2103 rBVS5 4394 7033 0.77% 0.095%
86 14.866 2124 2129 2134 rVV7 1096 2377 0.26% 0.032%
87 14.945 2136 2142 2152 rVB5 4287 7296 0.80% ©.099%
88 15.067 2159 2162 2164 rBV3 788 632 0.97% 0.009%
89 15.104 2165 2168 2174 rVB5 1162 2120 0.23% 0.029%
990 15.177 2176 2180 2181 rBV3 1278 1837 0.20% 0.025%
91 15.244 2187 2191 2196 rVB4 2687 4546 0.50% 0.062%
92 15.293 2197 2199 2202 rVB3 697 593 0.06% 0.008%
93 15.476 2223 2229 2232 rBV3 1806 2984 0.33% 0.040%
94 15.586 2245 2247 2252 rVB4 431 467 ©.05% 0.006%
95 15.750 2271 2274 2278 rBvV4 819 1401 0.15% 0.019%
96 15.842 2283 2289 2299 rvv4 6816 12976 1.42% 0.176%
97 15.957 2302 2308 2316 rVV4 2090 4450 0.49% 0.060%
98 16.031 2319 2320 2324 rVB4 851 839 0.09% 0.011%
99 16.153 2336 2340 2342 rBV4 412 556 0.06% 0.008%
100 16.207 2344 2349 2352 rBvV3 370 582 0.06% ©0.008%
Sum of corrected areas: 7371365
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .M
Quant Title : SFAM@1.0

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

Abundance TIC: VW030039.D\data.ms

350000
300000
250000
200000

150000

100000 4.021
2362 4.149
50000 2.899

4.679
2173 | \2 M 3387  37zmm0 4.472 5.786.9416.124

L AL LA T L L L I L L L L I L L B B A B I R

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: VW030039.D\data.ms

o

10.324 11.p68

350000 8.843 11.629
8.276
300000

250000

9.276
200000

7.648
150000

10.032 10.922

100000

10.574

9.404
50000 7087

8.703
ol204 7.557 880624 /| | 9.062 |913439.5%0672 9.89110.10233:38750489743% 11, SBDAYEL 74
S fo9rl ) | SRORA ] L SO0 JOI9RR9.5300072 9,890 102D DL CADBS, ) dk
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VW030039.D\data.ms

350000
300000
250000

200000
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12.013

42 12.336 14.068
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 2-Butanone, 3-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.703 1.41 ug/L 37032 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 80
2 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 45
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 45
5 2-Pentanone 86 C5H100 000107-87-9 45

Abundance Scan 1118 (8.703 min): VW030039.D\data.ms (-1111) (-) | m/z 43.10 100.00%

43.1
5000
86.0

571 710 8.40 8.60 8.80 9.00

‘ 100.2 .
H"H“W“w‘Hehh"_“w“uﬂw“_“w“w“u“ m/z 41.00  22.48%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000

8.40 8.60 8.80 9.00

o

27.0 86.0 ITI z 86.00 21.63%
15.0
‘ \‘H \‘ ‘\ . 57\0 7]‘.0
O\\\‘\\\\’\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1987: 2-Butanone, 3-methyl-
43.0
m,uu_m‘uwmw
8.40 8.60 8.80 9.00
5000 ITI z 39.10 11.47%
27.0 86.0
. © | ssomo *
T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1989: 2-Butanone, 3-methyl- m,u/‘r‘\ﬁuu‘uwuw
43.0 8.40 8.60 8.80 9.00
m/z 42.00 7.41%
5000
86.0
27.0
o o ss0 O
R R R AR S R R RRRRS R RARmaREEE S
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09

Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA.M
. 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 Pentanal Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
9.404 3.38 ug/L 88678 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 87
2 Pentanal 86 C5H100 000110-62-3 86
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 83
4 Pentanal 86 C5H100 000110-62-3 83
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 64

Abundance Scan 1233 (9.404 min): VW030039.D\data.ms (-1227) (-) | m/z 44.00 100.00%

44.0
5000 58.0

w‘ 11 asd 9.00 9.20 9.40 9.60 9.80
et e 88D s 4110 53.72%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
58.0

o

5000 ot T T T
9.00 9.20 9.40 9.60 9.80
m/z 58.00 41.36%
“ H | 710 86.0
O\\\‘\\\\‘\\\\"\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
R T
290 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 30.65%
58.0
o 230 L Lm0 eso
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1962: Butanal, 3-methyl- e RAR R
44.0 9.00 9.20 9.40 9.60 9.80

m/z 43.05 27.34%

m/z--> 10 20

40

58.0
5000
29.0 710 /\J\
S| 1 ..

50 60 70 80 90

9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.068 27.14 ug/L 613853  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 94
2 Hexanal 100 C6H120 000066-25-1 91
3 Hexanal 100 C6H120 000066-25-1 86
4 Hexanal 100 C6H120 000066-25-1 83
5 Hexanal 100 C6H120 000066-25-1 81

Abundance Scan 1506 (11.068 min): VW030039.D\data.ms (-1499) ( m/z 44.05 100.00%

44.0 56.1
5000
72.1

Ll ol ehe oo
el L BB 1000 0 5616 96.64%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0
56.0

5000 —l ‘
27.0 11.00

m/z 41.10 87.07%

72.0
o || Il 880 1000
\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0

o

o

270 1100
5000 ’ ITI/Z 57.10 68.03%
72.0
o250 ) s 00
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal ‘ I
44.0 11.00
56.0 m/z 43.85 63.58%
27.0
5000
72.0
PSS T S
m/z--> 10 20 30 40 50 60 70 80 90 100 1100
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 Furfural Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.842 2.14 ug/L 48402  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furfural 96 C5H402 000098-01-1 94
2 Furfural 96 C5H402 000098-01-1 91
3 Furfural 96 C5H402 000098-01-1 91
4 Furfural 96 C5H402 000098-01-1 91
5 3(2H)-Pyridazinone 96 C4H4N20 000504-30-3 62
Abundance Scan 1633 (11.842 min): VW030039.D\data.ms (-1627) ( m/z 96.10 100.00%
96.1
39.1
5000
” 67.0 1150 12,00
o‘HWH_‘H_mMmn,‘muwh‘W_WMM_mw m/z 95.10  96.12%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3074: Furfural
96.0
39.0
5000
1150 1200
m/z 39.10 59.14%
670
140 260 || 510 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3073: Furfural
39.0 96.0
A LWL
11.50 12.00
5000 m/z 38.00 19.43%
14.0 ZQ‘ “‘ 51.0 67.0 79.0 ‘
Ottt e W e b e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 f\%
Abundance #3075: Furfural A
96.0 11.50 12.00
m/z 37.00 13.31%
39.0
5000
67.0
020 260 | osto 20y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.50 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.013 3.86 ug/L 87236  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 1-Hexanol 102 CeH140 000111-27-3 83
3 Hexyl chloroformate 164 C7H13C1l02 006092-54-2 78
4 1-Hexanol 102 C6H140 000111-27-3 78
5 1-Hexanol 102 C6H140 000111-27-3 78
Abundance Scan 1661 (12.013 min): VW030039.D\data.ms (-1655) ( m/z 56.10 100.00%
56.1
5000 41.1 /\\
T \
‘ ‘ ‘ 84.1 12.00
ol bl m/z 55.10 56.11%
miz-> 20 40 60 80 100 120 140
Abundance #4966: 1-Hexano
56.0
5000 i = :
41,0 12.00
m/z 43.05 51.61%
84.0
0 180 ‘\H NiIM il ‘\ | 101.0
\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #4965: 1-Hexano
56.0
/\M\ T ‘ T ‘
12.00
5000 m/z 41.10 50.26%
41.0
‘ 84.0
miz--> 20 40 60 80 100 120 140
Abundance #40098: Hexyl chloroformate = T
56.0 12.00
m/z 42.05 37.11%
5000 41,0
0 0 e
o 280 1 L [ 12101370 el
m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 Heptanal Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.336 2.13 ug/L 48268 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 90
2 Heptanal 114 C7H140 000111-71-7 53
3 Heptanal 114 C7H140 000111-71-7 53
4 Heptanal 114 C7H140 000111-71-7 50
5 Heptanal 114 C7H140 000111-71-7 47
Abundance Scan 1714 (12.336 min): VW030039.D\data.ms (-1708) ( m/z 70.10 100.00%
70.1
44.0
57.0
5000
861 /‘\M — i
‘ 12.00 12.50
) ‘H;M‘H!,HM 1‘HM‘H_m,ml‘]"‘z‘pwu m/z 44.05 84.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000
27. 12. 00 12 50
86.0 m/z 55.10 83.15%
0 H%ﬂ-\q’\\}l‘uﬂ}\ ‘\\i‘\‘l“,\u“\‘ !\\\‘\\‘!\‘\#\9’(\)\\%%\4.\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0
70.0
290 12. 00 12 50 ;
5000 g7.0 m/z 41.05 83.09%
‘ ‘ ‘ ‘ 86.0
b rreerrberipbe e b 990 1140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal
44.0 70.0 12. 00 12 50
m/z 43.05 78.66%
5000 29.0 57.0
‘ 86.0
osse L T g0 mao
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 9
R.T. EstConc Area Relative to ISTD R.T.
13.153 2.65 ug/L 29886 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octen-1-0l1, (E)- 128 C8H160 018409-17-1 43
2 1-Octen-3-0l 128 C8H160 003391-86-4 38
3 1-Octen-3-o0l 128 C8H160 003391-86-4 38
4 1-Octen-3-o0l 128 C8H160 003391-86-4 37
5 2-Octen-1-0l1, (Z)- 128 C8H160 026001-58-1 35
Abundance Scan 1848 (13.153 min): VW030039.D\data.ms (-1843) ( m/z 57.05 100.00%
57.0
43.1
72 0 T ‘ T T ‘ T
TP
0brerrrrersllie bl bt b m/z 43.1@ 25.25%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14314: 2-Octen-1-ol, (E)-
57.0
41.0
5000 R T
81.0 13.00 13.50
110.0 m/z 41.05 23.52%
bl il 530
O \‘\\H‘\\\\‘\H\i‘}‘\\\’\\w\“‘1\\‘\“1‘“\\‘\\\\‘\\\\‘\\\\‘\]-\2\\8‘\0\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14289: 1-Octen-3-ol
57.0
A VAT Vo
43.0 13.00 13.50
5000 29.0 m/z 55.05 21.52%
72.0
85.0
o
0 \‘\\1‘1“\\\\“11‘\\,wl\\,\\M“uu‘”u\\‘\m“\m‘\m‘\m‘m
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #14292: 1-Octen-3-ol LAV L —
57.0 13.00 13.50
m/z 54.00 20.62%
5000
43.0 72.0
29.0 85.0 990
S ) S N e B 2 b pa
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 3-Octanone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.208 2.25 ug/L 25400 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 94
2 3-Octanone 128 C8H160 000106-68-3 90
3 3-Octanone 128 C8H160 000106-68-3 72
4 3-Octanone 128 C8H160 000106-68-3 53
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 50
Abundance Scan 1857 (13.208 min): VW030039.D\data.ms (-1852) ( m/z 57.10 100.00%
43.1 57.1
72.1
99.0
5000
‘ 128.0 13.00 13.50
0 HW,W,M!:H‘Mmm_‘m,”“W‘wwW‘lw m/z 43.10  98.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14273: 3-Octanone
43.0 57.0
29.0 72.0
99.0
5000
13 00 13 50
128.0 ITI z 72.10 67 .00%
0 H‘]-\?H()’H\l’\\\\“‘\}H‘\‘\‘H‘\H\‘\‘\H’HM\‘H\\i\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone
43.0 57.0
72.0 99.0
13 00 13 50
5000 20.0 m/z 99.05 55.93%
128.0
S I T U N Y-
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14272: 3-Octanone
43.0 57.0 13 00 13 50
29.0 m/z 71.10 50.82%
5000 71.0
99.0
128.0
‘,,““,““‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13 13 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.391 4.03 ug/L 45446  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 91
2 Octanal 128 C8H160 000124-13-0 91
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 86
5 Octanal 128 C8H160 000124-13-0 64
Abundance Scan 1887 (13.391 min): VW030039.D\data.ms (-1880) ( m/z 43.10 100.00%
43.1
57.0
84.1
5000
- e
‘ ‘ H 196.3 13.00 13.50
owHWW:}MM‘MmHmJhu,uu‘M‘WJW,WW m/z 41.10  98.26%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 N, e
270 13.00 13.50
m/z 57.00  83.42%
‘ 100.0
O H‘HH‘HH\“\H\l\H\“\”H‘HH‘HH\‘\\H’HH‘HH}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
- =
57.0 13.00 13.50
29.0 84.0 B
5000 : m/z 56.05 65.95%
100.0
NI 0 W | Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #14267: Octanal A e e et e
43.0 20 84.0 13.00 13.50
57 m/z 44.05 63.43%
5000 29.0
100.0
ool lll, AL L 1280 | | oot b
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 12 D-Limonene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.464 2.88 ug/L 32446 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH16 005989-27-5 98
2 Cyclohexene, 1-methyl-4-(1-methy... 136 C10H16 005989-54-8 95
3 Limonene 136 C1@H16 000138-86-3 94
4 D-Limonene 136 C1OH16 005989-27-5 81
5 D-Limonene 136 C1OH16 005989-27-5 81
Abundance Scan 1899 (13.464 min): VW030039.D\data.ms (-1894) ( m/z 68.05 100.00%
68.0
93.2
5000
39.0 121.1 N\
‘ ‘ ‘ 13.50
0 b A m/z 67.10  77.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
T A/\/\A'\/\
5000 13 50
121 0
41.0 m/z 93.20 68.79%
O‘ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\7\\()\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18229: Cyclohexene, 1-methyl-4-(1-methylethenyl)-, (S)
68.0
Al o N
13.50
5000 m/z 79.05 37.15%
39.0
121 0
o “““
m/z--> 20 40 60 80 100 120 140 160 180 200 /\)\[W
Abundance #17996: Limonene AL 4
68.0 13.50
m/z 94.20 32.53%
39.0 93.0
5000
136.0
0! w“itl‘sﬁ‘b"!‘_m‘m‘_m_m il L
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Data Path :

Data File
Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\

: VWe30039.D

: 27 Aug 2024 13:09

: SY/MD

: P3675-16

: 4.47g/10mL/MSVOA_W/SOIL/A

12

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA.M
. SFAM@1.0

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 13 2-Octenal, (E)- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
14.068 3.07 ug/L 34628 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 72
2 2-Tridecenal, (E)- 196 C13H240 007069-41-2 50
3 2-Octenal, (E)- 126 C8H140 002548-87-0 47
4 1-Undecanol 172 C11H240 000112-42-5 43
5 4-Undecene, 3-methyl-, (Z)- 168 C12H24 074645-87-7 43

Abundance Scan 1998 (14.068 min): VW030039.D\data.ms (-1993) ( m/z 41.10 100.00%
41.1
70.1
5000
267.C
108.0 R ‘
I o0 |
0lrrrprem Mt m/z 55,00 93.36%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12979: 2-Octenal, (E)-
55.0
27.0 83.0 /w
5000 i) — :
14.00
m/z 70.10 73.37%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #71621: 2-Tridecenal, (E)-
41.0
7a0 A A A
14.00
5000 m/z 83.00 72.35%
LT
S = T S
m/z--> 20 40 60 80 100120140160180200220240260 A
Abundance #12978: 2-Octenal, (E)- by o ‘ i L
41.0 14.00
70.0 m/z 39.00 63.60%
) M
98.0
0ET MNWM/M“ iimah
m/z--> 20 40 60 80 100120140160180200220240260 14.00

SFAMWLM@82624SMA.M Thu Aug 29 15:46:37 2024

Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@82624SMA .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 14 Nonanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.318 2.40 ug/L 27053 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 86
2 Nonanal 142 CSH180 000124-19-6 78
3 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 38
4 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 38
5 (Z)-Hex-2-ene, 5-methyl- 98 C7H14 013151-17-2 35

Abundance Scan 2039 (14.318 min): VW030039.D\data.ms (-2033) ( m/z 57.10 100.00%
57.1

5000
82.1 /M4
Ve Spuradroll,
11‘4.2 207.0 14.00 14.50
ol e m/z 41,100 73.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonana
41.0
5000 — Al
700 98.0 14.00 14.50
m/z 56.10 67.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22963: Nonanal
57.0
14.00 14.50
5000 98.0 m/z 43.60 61.59%
29.0
‘ 24.0
0 uﬂm‘u\Huﬁ,m““u“‘u““u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3368: 2-Propen-1-amine, N-2-propenyl- — o
41.0 14.00 14.50
68.0 m/z 55.05 56.16%
5000
96.0
0l150 , AM ‘ et
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30039.D

Acqg On : 27 Aug 2024 13:09
Operator : SY/MD

Sample : P3675-16

Misc : 4.47g/10mL/MSVOA_W/SOIL/A

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO82624SMA.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|
2-Butanone, 3-m... 8.703 1.4 ug/L 37032 1 8.843 655377 25.0
Pentanal 9.404 3.4 ug/L 88678 1 8.843 655377 25.0
Hexanal 11.068 27.1 ug/L 613853 2 11.629 565391 25.0
Furfural 11.842 2.1 ug/L 48402 2 11.629 565391 25.0
1-Hexanol 12.013 3.9 ug/L 87236 2 11.629 565391 25.0
Heptanal 12.336 2.1 ug/L 48268 2 11.629 565391 25.0
unknown-01 13.153 2.6 ug/L 29886 3 13.556 282021 25.0
3-Octanone 13.208 2.3 ug/L 25400 3 13.556 282021 25.0
Octanal 13.391 4.0 ug/L 45446 3 13.556 282021 25.0
D-Limonene 13.464 2.9 ug/L 32446 3 13.556 282021 25.0
2-Octenal, (E)- 14.068 3.1 ug/L 34628 3 13.556 282021 25.0
Nonanal 14.318 2.4 ug/L 27053 3 13.556 282021 25.0
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