LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VWO30082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/1emL/MSVOA_W/SOIL/B

ALS Vvial : 18 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: VWO30082.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 94 rBV 38037 111422 15.69%  1.945%
2 2.497 96 100 110 rVB 6121 13566 1.91% 0.237%
3 2.899 157 166 183 rBV2 29526 94828 13.35% 1.655%
4 3,296 226 231 232 rBV3 675 779 0.11% 0.014%
5 3.314 232 234 237 rVB4 529 486 0.07% 0.008%
6 3.393 238 247 258 rBV2 25840 62016 8.73% 1.082%
7 3.728 300 302 313 rVB6 807 1867 ©.26% ©0.033%
8 3.856 317 323 326 rBV3 626 1300 0.18% 0.023%
9 3.911 330 332 335 rVvB2 441 395 0.06% 0.007%
106 4.027 338 351 359 rBV 63809 222256 31.30% 3.879%
11  4.119 359 366 383 rVB 80691 229594 32.33% 4.007%
12 4,393 409 411 413 rBvV3 432 414 0.06% 0.007%
13 4.673 447 457 473 rBV2 10757 33446 4.71% 0.584%
14  4.929 489 499 513 rBV5S 3840 16126 2.27% 0.281%
15 5.795 631 641 652 rVB5 2270 7617 1.07% 0.133%
16 5.941 652 665 678 rBB3 4436 13595 1.91% 0.237%
17 6.118 687 694 701 rBVS 805 2426 0.34% 0.042%
18 6.295 718 723 724 rBV2 309 464 0.07% 0.008%
19 6.612 768 775 777 rBV3 439 660 0.09% 0.012%
20 6.899 815 822 831 rBV5 3995 12146 1.71% 0.212%
21 6.984 834 836 840 rBV 285 361 ©0.05% 0.006%
22 7.075 843 851 861 rBvV 21552 61300 8.63% 1.070%
23 7.648 935 945 957 rWw 108254 267816 37.71% 4.674%
24 7.917 986 989 992 rBV2 438 435 0.06% 0.008%
25 8.276 1037 1048 1066 rBvV2 212613 641830 90.38% 11.202%
26 8.398 1066 1068 1071 rVB4 493 575 ©0.08% 0.010%
27 8.508 1082 1086 1088 rBV2 1345 1978 0.28% 0.035%
28 8.557 1089 1094 1104 rVB5 2176 5634 0.79% 0.098%
29 8.703 1110 1118 1128 rBV 30985 67634 9.52% 1.180%
30 8.843 1132 1141 1150 rBV 235051 466210 65.65% 8.137%
31 8.947 1157 1158 1161 rVB 614 346 0.05% 0.006%
32 9.038 1168 1173 1177 rBV4 1467 3016 0.42% 0.053%
33 9.270 1203 1211 1222 rBV 147590 304882 42.93% 5.321%
34 9.404 1226 1233 1247 rVB 46866 89016 12.54%  1.554%
35 9.660 1272 1275 1280 rvV5 412 695 0.10% 0.012%

36 10.032 1328 1336 1346 rBV 67449 125220 17.63% 2.186%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VWO30082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/1emL/MSVOA_W/SOIL/B

ALS Vvial : 18 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 10.154 1355 1356 1361 rvB3 923 1014 0.14% ©0.018%
38 10.209 1361 1365 1368 rBvV3 504 899 0.13% 0.016%
39 10.319 1371 1383 1391 rBV 249894 450385 63.42% 7.861%
40 10.386 1391 1394 1400 rVB 6639 10876 1.53% 0.190%
41 10.502 1407 1413 1419 rBV3 2942 5195 0.73% 0.091%
42 10.575 1419 1425 1433 rBV 43756 76002 10.70% 1.327%
43 10.703 1439 1446 1447 rBV2 2988 4359 0.61% 0.076%
44 10.733 1447 1451 1465 rVB 10755 20067 2.83% 0.350%
45 10.922 1475 1482 1496 rBV 88372 152710 21.50% 2.665%
46 11.069 1499 1506 1517 rBV 439362 710114 100.00% 12.394%
47 11.288 1540 1542 1545 rVB4 318 345 0.05% 0.006%
48 11.349 1550 1552 1556 rVB3 375 354 0.05% 0.006%
49 11.471 1567 1572 1575 rVB2 465 746 0.11% 0.013%
50 11.562 1582 1587 1591 rBV4 2900 5246 0.74% 0.092%
51 11.629 1591 1598 1610 rVB 222581 371626 52.33% 6.486%
52 11.745 1613 1617 1622 rVB5 981 1541 0.22% 0.027%
53 11.837 1625 1632 1640 rBV 16404 34389 4.84% 0.600%
54 11.946 1644 1650 1655 rBV6 3793 6568 ©0.92% 0.115%
55 12.013 1655 1661 1674 rBV 58265 101899 14.35% 1.779%
56 12.233 1692 1697 1704 rVB2 4619 8393 1.18% 0.146%
57 12.337 1707 1714 1729 rVB2 20597 37101 5.22% 0.648%
58 12.434 1729 1730 1732 rBV2 443 335 0.05% 0.006%
59 12.465 1732 1735 1740 rVWV5 1330 2419 0.34% 0.042%
60 12.507 1740 1742 1747 rVB3 833 1118 0.16% 0.020%
61 12.599 1751 1757 1764 rVB2 3397 5325 0.75% 0.093%
62 12.690 1764 1772 1783 rBV 80466 138666 19.53% 2.420%
63 12.928 1800 1811 1817 rBV2 8993 19199 2.70% 0.335%
64 12.995 1821 1822 1824 rVV 482 327 0.05% 0.006%
65 13.038 1824 1829 1833 rVWV 7366 12362 1.74% 0.216%
66 13.093 1833 1838 1843 rVVe6 9330 21129 2.98% 0.369%
67 13.147 1843 1847 1852 rVWV 17618 30137 4.24% 0.526%
68 13.208 1852 1857 1863 rVV 55597 90399 12.73% 1.578%
69 13.282 1863 1869 1881 rVvv4 16095 37491 5.28% 0.654%
70 13.391 1881 1887 1893 rVVv2 21347 35063 4.94% 0.612%
71 13.464 1893 1899 1907 rVW4 20975 49414 6.96% 0.862%
72 13.556 1907 1914 1922 rVV 111381 181453 25.55% 3.167%
73 13.641 1926 1928 1935 rVB3 1623 2314 0.33% 0.040%
74 13.714 1936 1940 1943 rVB3 479 776 0.11% 0.014%
75 13.781 1949 1951 1955 rVB4 699 683 0.10% 0.012%

76 13.848 1955 1962 1975 rBV 75551 130962 18.44%  2.286%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VWO30082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/1emL/MSVOA_W/SOIL/B

ALS Vvial : 18 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 13.958 1978 1980 1983 rBV3 328 322 0.05% 0.006%
78 14.007 1983 1988 1993 rBVS5 4725 8912 1.26% ©.156%
79 14.068 1993 1998 2007 rvVv2 20553 36434 5.13% 0.636%
80 14.147 2009 2011 2017 rVV4 1481 2130 0.30% 0.037%
81 14.220 2019 2023 2027 rVB3 1684 2407 0.34% 0.042%
82 14.318 2032 2039 2045 rBV2 11869 19004 2.68% 0.332%
83 14.611 2081 2087 2093 rBV4 1600 2929 0.41% 0.051%
84 14.690 2095 2100 2103 rVVe 879 1842 0.26% ©0.032%
85 14.793 2114 2117 2121 rVB3 544 740 0.10% 0.013%
86 14.867 2121 2129 2133 rBV7 1654 3630 0.51% 0.063%
87 14.946 2136 2142 2149 rBV3 2985 5312 0.75% ©.093%
88 15.062 2158 2161 2164 rBVS 1356 1964 0.28% 0.034%
89 15.092 2164 2166 2169 rvVv4 407 449 0.06% 0.008%
990 15.171 2175 2179 2182 rBV5 1224 1797 0.25% 0.031%
91 15.245 2188 2191 2195 rVBS 1117 1564 0.22% 0.027%
92 15.360 2206 2210 2211 rBV3 562 751 0.11% 0.013%
93 15.482 2222 2230 2232 rBv4 1130 1967 0.28% 0.034%
94 15.714 2265 2268 2269 rVVv4 462 504 0.07% 0.009%
95 15.732 2269 2271 2274 rVWV2 428 531 0.07% ©0.009%
96 15.842 2283 2289 2296 rBVe6 3653 7693 1.08% 0.134%
97 15.952 2302 2307 2315 rBvV4 2897 5685 ©0.80% ©.099%
98 16.025 2317 2319 2321 rVwVv2 402 339 0.05% 0.006%
99 16.086 2327 2329 2330 rvv2 435 355 0.05% 0.006%
100 16.610 2412 2415 2419 rBV3 257 452 0.06% 0.008%
Sum of corrected areas: 5729465
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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: VW030082.D\data.ms
400000
350000
300000
250000
200000
150000
100000 4.119

4.02
50000 2.363 2899 3393

2.497 AN 3mA 37788 4393 4673 4.929 5.795.9416.118.295  6.612

L L L L L L L L L L L N A O T \H‘HH‘HH‘HH‘HH‘HH‘TH
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Abundance TIC: VW030082.D\data.ms

o
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Abundance TIC: VW030082.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
3.393 3.33 ug/L 62016 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 87
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 80
4 Pentane 72 C5H12 000109-66-0 64
5 Oxirane, ethyl- 72 C4H80 000106-88-7 53

Abundance Scan 247 (3.393 min): VW030082.D\data.ms (-238) (-) m/z 43.05 100.00%

43.0
5000

‘ 57‘~1 72.1 3.00 3.20 3.40 3.60 3.80
om‘m‘_m‘mwmum‘_u‘m_m_‘”w m/z 42.18  59.16%

m/z--> 0 10 20 30 40 50 60 70 80
Abundance #809: Pentane
43.0

5000 e e T
3.00 3.20 3.40 3.60 3.80

27.0 57.0 m/z 41.10 55.44%

‘ 72.0
15.0 ‘ ‘
O\\\‘\\\\‘\\\\‘\\\‘\\\\i\}\\‘\‘\u\‘\\\\‘\\\\‘\
m/z--> 0 10 40 50 60 70 80
Abundance #810.Pentane

43.0

3.00 3.20 3.40 3.60 3.80

5000 ITI z 39.10 17.56%
27.0
57.0 72.0
150 | I
L0 L 0w
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #806: Pentane

43.0 3.00 3.20 3.40 3.60 3.80

m/z 57.10 14.48%

5000 27.0
15.0 ‘ ‘ 570 720
ob20 7 | A,

L L L L L L L L DL B O ‘\\\\‘\\\\‘\\\V‘\\\\’\\

m/z--> 0 10 20 30 40 50 60 70 80 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 2 2-Butanone, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.703 3.63 ug/L 67634 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
2 2,3-Butanedione 86 C4H602 000431-03-8 58
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
4 2-Pentanone 86 C5H100 000107-87-9 52
5 2-Pentanone 86 C5H100 000107-87-9 47

Abundance Scan 1118 (8.703 min): VW030082.D\data.ms (-1110) (-) m/z 43.10 100.00%

43.1
5000

8o 8.40 8.60 8.80 9.00 |
571 710 | g4

Ol et e e 00 m/z 41.10 20.13%

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

27.0 86.0 m/z 86.10 18.06%
15.0 “ 570 710
0‘“M‘M‘!H‘“\H"i‘“‘\‘H“\“H\“H\“‘w“‘w““
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1861: 2,3-Butanedione
43.0
ﬂh‘ﬁ‘”\‘”‘\”‘%“”\
8.40 8.60 8.80 9.00
5000 ITI z 39.05 9.95%
86.0
O 290 | se0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1988: 2-Butanone, 3-methyl-
43.0 8.40 8.60 8.80 9.00

m/z 42.10 5.92%

5000
270 86.0
150 W 71.0
0 |

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\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 3 Pentanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.404 4.77 ug/L 89016 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 86
3 Pentanal 86 C5H100 000110-62-3 64
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 53
Abundance Scan 1233 (9.404 min): VW030082.D\data.ms (-1226) (-) | m/z 44.05 100.00%
44.0
- o AJ\\
RERENREEEE SR
“ 671 84.1 9.00 9.20 9.40 9.60 9.80
O SR L B 8L sz 4110 48.38%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0
5000 [Tt e e
58.0 9.00 9.20 9.40 9.60 9.80
' m/z 58.10 39.99%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
Ramas e EARR R
58.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 33.16%
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal R R
44.0 9.00 9.20 9.40 9.60 9.80
m/z 43.05 28.23%
5000 20.0 58.0
\ ‘ 710  86.0
Y P | e e PSR [
m/z--> 10 20 30 40 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\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 (DEL) Alkane: Cyclicle.733 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.733 1.35 ug/L 20067  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopropane, ethyl- 70 C5H1e 001191-96-4 64
2 1-Pentanol 88 C5H120 000071-41-0 64
3 1-Pentanol 88 C5H120 000071-41-0 64
4 1-Pentene 70 C5H10 000109-67-1 64
5 1-Pentene 70 C5H10 000109-67-1 59
Abundance Scan 1451 (10.733 min): VW030082.D\data.ms (-1447) (  m/z 55.10 100.00%
421 551
5000 701
S —
‘ ‘ H 10.50 11.00
Ol m/z 42.10 91.30%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #653: Cyclopropane, ethyl-
42.0
5000 70 10.50 11.00
27.0 : :
700 m/z 41.05 65.49%
15.0 ‘
0H\‘\i‘\\‘\\H‘\H‘W‘\Hi‘!‘if\[ww‘m\\‘HH‘H\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2351: 1-Pentano
42.0
55.0 T T
31.0 10.50 11.00
5000 70.0 m/z 70.10 51.09%
15.0 ‘\ ‘\\ M in
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2346: 1-Pentanol P =
420 55.0 10.50 11.00
m/z 43.10 29.87%
5000 700
31.0
ok L 870 ——— e
m/z--> 10 20 30 40 50 60 70 80 90 10.50 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30082.D

Acqg On : 28 Aug 2024 17:33

Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 6 Hexanal Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
11.069 47.77 ug/L 710114  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 91
2 Hexanal 100 C6H120 000066-25-1 90
3 Hexanal 100 C6H120 000066-25-1 90
4 Hexanal 100 C6H120 000066-25-1 86
5 Hexanal 100 C6H120 000066-25-1 81

Abundance Scan 1506 (11.069 min): VW030082.D\data.ms (-1499) ( m/z 44.10 100.00%
44,1 56.1
5000 A\J\
72.1 :
[ 110
ouw‘_mws,‘Hm1‘HH“wwwl‘("?“lw m/z 56.10  94.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexana
44.0 56.0
5000 — :
27.0 11.00
720 m/z 41.05 84.96%
ol 180 | AL ss0 1000
\\‘\\\\‘\\\\‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
o T
11.00
m/z 57.10 65.55%
5000 29.0
72.0
b L L 1L 880 000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal ‘ I
44.0 1100
56.0 m/z 43.05 62.44%
27.0
5000
72.0
o250 . 880 00
m/z--> 10 20 30 40 50 60 70 80 90 100 1100

SFAMWLMO82624SMA.M Wed Sep
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 Furfural Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.837 2.31 ug/L 34389  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furfural 96 C5H402 000098-01-1 95
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-Furaldehyde 96 C5H402 000498-60-2 83
Abundance Scan 1632 (11.837 min): VW030082.D\data.ms (-1625) ( m/z 96.00 100.00%
96.0
39.0
5000
H 67.0 11'50 12,00
o‘H‘HH‘w‘HHH:Mm}mu_H“;uwwwMMW m/z 95.10  92.81%
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 39.00 58.86%
670
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3073: Furfural
39.0 96.0 /J\
Ah‘ T \‘\
11.50 12.00
5000 m/z 38.00 20.10%
14.0 ZQ‘ “‘ 51.0 67.0 79.0
Ottt et e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 /\\
Abundance #3075: Furfural . afls
96.0 11.50 12.00
m/z 37.00 14.16%
39.0
5000
67.0
odzo 260 i sto P Lk
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.50 12.00

SFAMWLMO82624SMA.M Wed Sep 04 16:33:02 2024 Page: 10



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 1-Hexanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.014 6.85 ug/L 101899  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 1-Hexanol 102 C6H140 000111-27-3 78
4 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
5 1-Pentanol, 4-methyl- 102 C6H140 000626-89-1 78
Abundance Scan 1661 (12.013 min): VW030082.D\data.ms (-1655) ( m/z 56.10 100.00%
56.1
43.1
5000
69.0
T T
84.1 12.00
Obre et ST m/z 43.10 57.91%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4966: 1-Hexano
56.0
43.0
5000 =l :
12.00
31.0 69.0 m/z 55.18 57.66%
84.0
0 18\0 ‘\H ‘ o il ‘\ ‘ 101.0
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4967: 1-Hexano
56.0
SV AS ‘
12.00
5000 43.0 m/z 41.85 49.54%
69.0
31.0
o150 | [l | 840 4919
R R oo e AR
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4964: 1-Hexanol o
56.0 12.00
43.0 m/z 42.10 38.36%
31.0
5000
69.0
L LT o e )
obrerrerere e e L T 1010 et
m/z--> 10 20 30 40 50 60 70 80 90 100 12.00

SFAMWLMO82624SMA.M Wed Sep 04 16:33:04 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 Heptanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.337 2.50 ug/L 37101 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 90
3 Heptanal 114 C7H140 000111-71-7 86
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 83
Abundance Scan 1714 (12.337 min): VW030082.D\data.ms (-1707) ( m/z 41.05 100.00%
41.0 70.1
55.0
5000
— =
‘ ‘ L 12.00 12.50
owm,wwu‘HM‘H‘m““Huw‘?_m,www m/z 70.10  96.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptanal
41.0 70.0
55.0
5000 \“J‘\m NIV
27. 12.00 12.50
86.0 m/z 44.00  83.90%
O\\‘H-\\’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\\\‘\\‘!\‘\\#\9’(\)\\\];1\-\4.\\0‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8415: Heptanal
44.0
70.0 — i~
290 12.00 12.50 .
5000 57.0 m/z 42.95 78.91%
‘ 86.0
Ot Moy 390, 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 55.05 73.70%
5000 29.0 57.0
‘ 86.0
o150 L ossomao L )
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50

SFAMWLMO82624SMA.M Wed Sep 04 16:33:05 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 10 2-Heptanone, 6-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.928 2.65 ug/L 19199 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 78
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 72
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 64
4 1-(2-Dimethylaminoethyl)-3,3-dim... 143 C7H17N3 054731-08-7 53
5 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 38

Abundance Scan 1811 (12.928 min): VW030082.D\data.ms (-1800) ( m/z 43.00 100.00%
43.0
58.1
5000
=
e, %5t a00 o
0 wWH_m‘W_M:MWw:wu‘wuh,”wa”,ww m/z 58.10  59.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14350: 2-Heptanone, 6-methyl-
43.0
58.0 /\A
5000 T I} \A/\\ T /\\
13.00
m/z 41.00 22.03%
95.0
O H‘HH‘ﬁﬂ\“()\H\‘\H\‘\\‘\‘\“H\7%\(\)\‘\\‘\\’\\‘\\‘H]-\J\-ﬁ?\’\J-\z\%\CJ\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14374: 2-Heptanone, 6-methyl-
43.0
58.0 DAt/ —
13.00
5000 ITI/Z 71.10 17.39%
29.0 95.0
vt M T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14375: 2-Heptanone, 6-methyl- : 4“‘
43.0 13.00
m/z 55.00 11.20%
58.0
5000
e 270 1300 1290
oH_m‘mWm‘mwm_m“mW“H,Hwaw,w‘w g anprsanl
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00

SFAMWLMO82624SMA.M Wed Sep 04 16:33:07 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 Furan, 2-pentyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.038 1.70 ug/L 12362 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furan, 2-pentyl- 138 C9H140 003777-69-3 78
2 Furan, 2-pentyl- 138 C9H140 003777-69-3 78
3 Furan, 2-pentyl- 138 C9H140 003777-69-3 64
4 2,3-Diazabicyclo[2.2.1]hept-2-en... 124 C7H12N2 071312-54-4 53
5 2,4-Nonadienal, (E,E)- 138 C9H140 005910-87-2 50
Abundance Scan 1829 (13.038 min): VW030082.D\data.ms (-1824) ( m/z 81.10 100.00%
81.1
5000
53.1 Pt ‘AU\
.8 ‘ ‘ 138.2 13.00
0 ““““ﬁ}“WW‘NUM L e e e m/z 82.10 24.24%
miz-> 20 40 60 80 100 120 140
Abundance #20161: Furan, 2-pentyl-
81.0
5000 A[t\ T \A T A/\\ﬂ ﬂ\ ‘N\‘ﬂ
13.00
53.0 138.0 m/z 53.10  18.40%
0 \\\‘2\7‘\.‘0\\“‘\\w‘”\‘\M{\\”“\\\“\‘]TO\‘Q\-O\‘\\\\“\\
miz-> 20 40 60 80 100 120 140
Abundance #20157: Furan, 2-pentyl-
81.0 A
WWITAR RATLE
13.00
5000 m/z 138.20 13.96%
138.0
53.0
21.0 109.0
S Tt st N M
miz--> 20 40 60 80 100 120 140
Abundance #20160: Furan, 2-pentyl- T ‘
81.0 13.00
m/z 39.10 8.60%
5000
27.0 53.0
138.0
0\\\‘\MM\H“\wk‘\w\\‘w\\w‘%ng‘\\\\u\\ “/»WWJH ;
m/z--> 20 40 60 80 100 120 140 13.00

SFAMWLMO82624SMA.M Wed Sep 04 16:33:08 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 2-Heptenal, (E)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.092 2.91 ug/L 21129 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (E)- 112 C7H120 018829-55-5 87
2 4-Heptenal, (Z)- 112 C7H120 006728-31-0 64
3 2,4-Pentadien-1-0l, 3-ethyl-, (2Z)- 112 C7H120 1000142-17-6 59
4 4-Pentyn-1-ol 84 C5H80 005390-04-5 59
5 4-Pentenal 84 C5H80 002100-17-6 58
Abundance Scan 1838 (13.093 min): VW030082.D\data.ms (-1833) ( m/z 41.10 100.00%
41.1
57.0 83.0
5000 69.0
et ST :
Ll wll g e o
Ol e RO ML L1 wwwwuw m/z 39.05 73.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7340: 2-Heptenal, (E)-
41.0
27.0 83.0
5000 E /'“W/N‘ ‘
70.0 13.00
m/z 57.00 69.85%
150 ) \\‘ \‘ 97\0 11\20
O\\‘\\\\‘\\\\‘\\\\‘\\\\i\\\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7343: 4-Heptenal, (2)-
41.0
RN
55.0 68.0 13.00
5000 84.0 m/z 83.00 69.51%
27.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7469: 2,4-Pentadien-1-ol, 3-ethyl-, (22)- bt m AV g
55.0 13.00
83.0 m/z 55.10  66.74%
41.0
5000
67.0
‘ ‘ . 112.0
0“_“W‘H“H‘Wlu‘HMUW‘JHMm‘lp‘H“ﬁhw"qwu‘_ aptpal Al
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.00

SFAMWLMO82624SMA.M Wed Sep 04 16:33:10 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 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 13 unknown-01 Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.147 4.15 ug/L 30137 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octen-3-o0l 128 C8H160 003391-86-4 38
2 1-Octen-3-0l 128 C8H160 003391-86-4 37
3 1-Octen-3-o0l 128 C8H160 003391-86-4 35
4 2-Nonen-1-o0l, (E)- 142 C9H180 031502-14-4 33
5 1-Octen-3-o0l 128 C8H160 003391-86-4 32

Abundance Scan 1847 (13.147 min): VW030082.D\data.ms (-1843) ( m/z 57.10 100.00%
57.1
5000
41.1
— =
H m 81‘-0 952 1101 13.00 13.50
oH,‘WWWm‘M‘wMmulummm_m}”WHW m/z 41.10  31.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14292: 1-Octen-3-ol
57.0
5000 AN A e
13.00 13.50
43.0 72.0 m/z 55.10 27.52%
29.0 ‘ 99.0
OH’\\H‘\H‘\“\H\“‘\‘H\‘\H1‘H\‘M‘HH‘H‘H‘HH“HH‘HH‘]\-\Z\?\‘\O\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14285: 1-Octen-3-ol
57.0
A R
13.00 13.50
5000 ITI/Z 43.05 24.87%
29.0 430 72.0
oH,‘Wu\_muh\_m:_wwm‘??‘?H_wl‘%m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14290: 1-Octen-3-ol — I
57.0 13.00 13.50
m/z 54.10 22.47%
5000
29.0 43.0 72.0
99.0
oH,‘Mm‘“_m“‘:‘m‘u!_mm!ww“wHH‘HH_‘H}‘?‘?‘QM oy W/M‘ ‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50

SFAMWLMO82624SMA.M Wed Sep
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 3-Octanone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.208 12.45 ug/L 90399 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 83
2 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 59
3 3-Octanone 128 C8H160 000106-68-3 53
4 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 50
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 50
Abundance Scan 1857 (13.208 min): VW030082.D\data.ms (-1852) ( m/z 43.10 100.00%
43.1
72.1
5000 99.1
“ | 1281 13.00 13.50
Obrrrrrrrrrrrrrrrrrilbr bl b b mjz 57.05  91.98%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14273: 3-Octanone
43.0
72.0
99.0
5000 ‘Qod ‘3‘6
2710 1 13.5 ]
‘ 128.0 ITI z 72.10 59.87%
O H\‘H\\‘\\\1‘\\\\“\\\\‘H‘\\‘H\\‘\‘\\\’\\‘\\‘\\H‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14372: 3-Heptanone, 5-methyl-
43.0
‘
2710 71.0 13 00 13.50
5000 1 99.0 m/z 99.10  46.40%
128.0
0 H‘5191"‘1!i"‘“;!:""“1"H"‘“"‘,"""ww_m‘w_m,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone P
43.0 1300 13.50
72.0 99.0 m/z 71.05 46.36%
5000
27.0 128.0
om‘w‘m‘ww“‘!m_“:Wm‘“H‘,H‘:‘_m}wwwwm, S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13 00 13.50

SFAMWLMO82624SMA.M Wed Sep 04 16:33:13 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 15 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.281 5.17 ug/L 37491 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanol 130 C8H180 000589-98-0 43
2 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 43
3 3-Octanol 130 C8H180 000589-98-0 37
4 2-Hydroxy-iso-butyrophenone 164 C10H1202 007473-98-5 35
5 Hexan-3-yl propyl carbonate 188 C10H2003 1000372-82-0 16
Abundance Scan 1869 (13.282 min): VW030082.D\data.ms (-1863) ( m/z 59.10 100.00%
59.1
83.1
43.0
5000
106.1
A —
‘ | ‘ ‘ 13.00 13.50
| B Mm;mH“‘WJH,“‘ku‘luu,ww m/z 83.10 70.23%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15648: 3-Octanol
59.0
83.0 N
L A nA g
5000 ‘
4L.0 13 00 13 50
m 101.0 m/z 55.85 69.31%
0 H‘HH‘HH‘\H\‘\M‘\\‘\\!Hi\\HW\H\‘\1\\’\\H‘HH‘EH\’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15708: 3-Heptanol, 5-methyl-
59.0 83.0
41.0 13 13 50
5000 m/z 43 00 59.55%
2710 101.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15662: 3-Octanol
59.0 13 00 13 50
m/z 41.10 48.13%
83.0
5000
41.0
101.0
0 H_‘H_‘wﬁ‘uﬂh‘_ﬂupuﬂhu‘wuw‘uw‘uwluw%gﬁg‘
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\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 16 Octanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.391 4.83 ug/L 35063 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 2-Amino-oxazole 84 C3H4N20 004570-45-0 38
Abundance Scan 1887 (13.391 min): VW030082.D\data.ms (-1881) ( m/z 41.10 100.00%
4111
57.0
84.1
5000
— —5
‘ H ‘ 100.1 13.00 13.50
oH_Www:}mM‘H‘\‘JMW,WWJW,WW m/z 43.00 97.73%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 == pes
270 13.00 13.50
m/z 57.05 77.01%
‘ 100.0
0 H‘HH‘\\H“H\\l\\\\“\” \‘HH‘HH\‘HH’HH‘H\\}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 4.
57.0 84.0
= Pl
13.00 13.50
5000 29.0 m/z 55.10 76.40%
100.0
0 N A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14262: Octanal /\7 ‘ —5 o
43.0 13.00 13.50
m/z 44.00 72.87%
84.0
5000 200 | 0
100.
obas0 | L Ll L0 e el
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\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 17 D-Limonene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.464 6.81 ug/L 49414  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 96
2 Limonene 136 C1OH16 000138-86-3 91
3 D-Limonene 136 C1OH16 005989-27-5 76
4 D-Limonene 136 C1OH16 005989-27-5 74
5 D-Limonene 136 C10H1l6 005989-27-5 74
Abundance Scan 1899 (13.464 min): VW030082.D\data.ms (-1893) ( m/z 68.10 100.00%
68.1
93.1
5000
41.1 1211 Mo N
e B ;
L
0 el m/z 67.10 86.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0 /J\M
5000 —— i3%d
121.0 .
41.0 m/z 93.10 83.46%
0 \\\‘\\\\}‘”\ \\\\‘\\\\‘\\\\2‘0\\7.\9
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17996: Limonene
68.0
P A
39.0 93.0 13.50
5000 m/z 79.10 45 .,38%
136.0
miz--> 20 40 60 80 100 120 140 160 180 200 NW
Abundance #18005: D-Limonene URRALITL P
68.0 13.50
m/z 91.10 37.88%
93.0
5000
210 136.0
0/15.0 el A
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 18 2-Octenal, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.068 5.02 ug/L 36434 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 50
2 2-Undecenal 168 C11H200 002463-77-6 47
3 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 38
4 Cycloheptanol, 2-methylene 126 C8H140 016240-38-3 38
5 2-Nonenal, (E)- 140 C9H160 018829-56-6 35
Abundance Scan 1998 (14.068 min): VW030082.D\data.ms (-1993) ( 41.10 100.00%
41.1,70.1
5000
267.( 1400
135.1 207.1
Ot rerred ‘H“‘H_H‘_%‘S_waH_WH_W‘M m/z 70.10  96.09%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12977: 2-Octenal, (E)-
41.0
70.0
AN A snp /\ ™

5000 AR Ay
14.00

m/z 55.00 94.88%

0 ‘H\"“MH“\‘MHJ!?${9H%%§‘QM"w“‘w“H\‘H‘\H“M“w“‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #43319: 2-Undecena
41.0 70.0
A ,

e :
14.00
5000 m/z 39.05 70.43%
98.0
Ly s
Y NNSINS 9 N 0 it
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #3370: 2-Propen-1-amine, N-2-propenyl- mAﬁﬁ”‘ e
41.0 1400
m/z 83.10 51.53%
5000 70.0
0 9.0 o 04 [
m/z--> 20 40 60 80 100120140160 180200220240260 1400
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW030082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/10mL/MSVOA_W/SOIL/B

ALS vial : 18 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 19 Nonanal Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.318 2.62 ug/L 19004 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 80
2 Nonanal 142 CS9H180 000124-19-6 58
3 2-Hepten-1-o0l, (E)- 114 C7H140 033467-76-4 43
4 2-Propen-1-amine, N-2-propenyl- 97 C6H11N 000124-02-7 25
5 2-Decen-1-o0l, (E)- 156 C10H200 018409-18-2 22
Abundance Scan 2039 (14.318 min): VW030082.D\data.ms (-2032) ( m/z 41.05 100.00%
41.0
5000 70.1
98.0
— e
207.1 14.00 14.50
0! b e m/z 57.100 92.04%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonana
41.0
oo . INANYISNYE
98.0 14.00 14.50
m/z 55.10 70.83%
O' F24.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22962: Nonana
57.0
Iy — Y VACLEY
14.00 14.50
5000 ITI/Z 56.10 69.80%
29.0 98.0
H 24.0
0! ‘%“““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8478: 2-Hepten-1-ol, (E)- b L 0w b g b
57.0 14.00 14.50
m/z 43.10 66.64%
5000
27.
0 81.0
o O B
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\VWe82824\
Data File : VWO30082.D

Acqg On : 28 Aug 2024 17:33
Operator : SY/MD

Sample : P3721-13RE

Misc : 3.67g/1emL/MSVOA_W/SOIL/B

ALS Vvial : 18 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|
(DEL) Alkane: S... 3.393 3.3 ug/L 62016 1 8.843 466210 25.0
2-Butanone, 3-m... 8.703 3.6 ug/L 67634 1 8.843 466210 25.0
Pentanal 9.404 4.8 ug/L 89016 1 8.843 466210 25.0
(DEL) Alkane: C... 10.733 1.4 ug/L 20067 2 11.629 371626 25.0
Hexanal 11.069 47.8 ug/L 710114 2 11.629 371626 25.0
Furfural 11.837 2.3 ug/L 34389 2 11.629 371626 25.0
1-Hexanol 12.014 6.8 ug/L 101899 2 11.629 371626 25.0
Heptanal 12.337 2.5 ug/L 37101 2 11.629 371626 25.0
2-Heptanone, 6-... 12.928 2.6 ug/L 19199 3 13.556 181453 25.0
Furan, 2-pentyl- 13.038 1.7 ug/L 12362 3 13.556 181453 25.0
2-Heptenal, (E)- 13.092 2.9 ug/L 21129 3 13.556 181453 25.0
unknown-01 13.147 4.2 ug/L 30137 3 13.556 181453 25.0
3-Octanone 13.208 12.4 ug/L 90399 3 13.556 181453 25.0
unknown-02 13.281 5.2 ug/L 37491 3 13.556 181453 25.0
Octanal 13.391 4.8 ug/L 35063 3 13.556 181453 25.0
D-Limonene 13.464 6.8 ug/L 49414 3 13.556 181453 25.0
2-Octenal, (E)- 14.068 5.0 ug/L 36434 3 13.556 181453 25.0
Nonanal 14.318 2.6 ug/L 19004 3 13.556 181453 25.0
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