LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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: VWO30036.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.960 9 12 16 rVB 13693 17328 1.09% 0.165%
2 2.174 44 47 50 rBV5 845 1314 0.08% 0.013%
3 2.363 70 78 92 rBV 78516 185956 11.74% 1.774%
4 2.503 95 101 110 rBV 18527 46369 2.93% 0.442%
5 2.899 157 166 182 rwV 45619 133682 8.44% 1.275%
6 3.027 182 187 197 rVB4 6193 14471 0.91% 0.138%
7 3.241 218 222 225 rBV3 419 592 0.04% 0.006%
8 3.302 225 232 238 rBV3 3957 9274 ©.59% 0.088%
9 3.393 238 247 264 rBV 93168 223759 14.12% 2.135%
106 3.856 316 323 329 rBV6 1888 3918 0.25% 0.037%
11  4.021 337 350 360 rBV 121040 396893 25.05% 3.787%
12 4,125 360 367 382 rVvV 98970 293196 18.51% 2.797%
13 4.271 384 391 402 rW 12680 43683 2.76% 0.417%
14  4.387 404 410 430 rVv2 4576 17923 1.13% 0.171%
15 4.673 447 457 471 rBV 6218 19932 1.26% 0.190%
16 4.923 487 498 510 rBV7 2754 11655 0.74% 0.111%
17 5.789 631 640 651 rBv2 4066 12257 0.77% 0.117%
18 5.941 656 665 675 rVB2 4758 14938 0.94% 0.143%
19 6.112 684 693 702 rBV4 2339 6886 0.43% 0.066%
20 6.264 713 718 720 rBV2 405 603 0.04% 0.006%
21 6.606 771 774 780 rVB4 384 756 0.05% 0.007%
22 6.899 811 822 832 rBV2 25378 73789 4.66% 0.704%
23 7.081 843 852 863 rBv2 31857 111617 7.04%  1.065%
24 7.539 922 927 933 rBVS 770 1752 0.11% 0.017%
25 7.648 934 945 959 rw 174138 432565 27.30% 4.127%
26 7.783 962 967 975 rVB5 1487 3726 0.24% 0.036%
27 8.276 1037 1048 1064 rBV2 355519 1042864 65.82%  9.949%
28 8.392 1064 1067 1073 rVB7 801 1514 0.10% 0.014%
29 8.508 1079 1086 1088 rBV2 6722 12383 0.78% 0.118%
30 8.551 1089 1093 1097 rVB2 6892 10827 0.68% 0.103%
31 8.703 1109 1118 1128 rBV 42217 96171 6.07% ©.918%
32 8.837 1132 1140 1149 rBV 390752 790868 49.92% 7.545%
33 9.044 1169 1174 1184 rVB7 1279 3683 0.23% 0.035%
34 9.270 1200 1211 1221 rBV 239005 490780 30.98% 4.682%
35 9.404 1226 1233 1250 rVV 189863 366005 23.10%  3.492%
36 9.550 1250 1257 1265 rVB 7080 14704 0.93% 0.140%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 9.666 1273 1276 1278 rBvV2 465 527 0.03% 0.005%
38 9.867 1305 1309 1313 rvB2 415 806 0.05% 0.008%
39 9.941 1318 1321 1324 rBV3 454 651 0.04% 0.006%
40 10.032 1324 1336 1347 rBV 124989 223611 14.11% 2.133%
41 10.124 1347 1351 1361 rVB5 1850 5013 0.32% 0.048%
42 10.215 1363 1366 1369 rVB 488 585 0.04% 0.006%
43 10.319 1372 1383 1390 rBV 440575 820467 51.79% 7.828%
44 10.386 1390 1394 1406 rVB 14326 27006 1.70% 0.258%
45 10.502 1408 1413 1419 rVB3 5254 8502 0.54% 0.081%
46 10.575 1419 1425 1432 rBV 73514 130284 8.22% 1.243%
47 10.703 1440 1446 1448 rBV 5501 9844 0.62% 0.094%
48 10.739 1448 1452 1461 rVB 7860 14426 0.91% 0.138%
49 10.922 1475 1482 1498 rBV 125022 221301 13.97% 2.111%
50 11.069 1498 1506 1523 rVV 973781 1584365 100.00% 15.116%
51 11.209 1524 1529 1534 rVvB2 6626 12435 0.78% 0.119%
52 11.361 1549 1554 1557 rVB5 473 718 0.05% 0.007%
53 11.471 1566 1572 1575 rBV4 998 1626 0.10% 0.016%
54 11.562 1581 1587 1591 rBV3 2936 5227 ©.33% 0.050%
55 11.629 1591 1598 1609 rVV 394890 675797 42.65% 6.447%
56 11.739 1611 1616 1623 rVB4 2172 4336 0.27% 0.041%
57 11.837 1623 1632 1643 rBV 49101 96687 6.10% ©.922%
58 11.940 1645 1649 1655 rvv3 9893 16916 1.07% 0.161%
59 12.013 1655 1661 1672 rVB 26005 44357 2.80% 0.423%
60 12.233 1692 1697 1705 rBV 12449 20389 1.29% 0.195%
61 12.337 1708 1714 1721 rBV 66252 107290 6.77% 1.024%
62 12.446 1729 1732 1736 rVB5 604 945 0.06% 0.009%
63 12.507 1736 1742 1752 rBV 29557 47523 3.00% 0.453%
64 12.599 1752 1757 1763 rVB2 9103 14353 0.91% 0.137%
65 12.690 1763 1772 1779 rBV 126355 211637 13.36% 2.019%
66 12.806 1785 1791 1798 rVB5 2208 4679 0.30% 0.045%
67 12.928 1800 1811 1819 rBV2 19847 44206 2.79% 0.422%
68 13.038 1825 1829 1832 rBV2 3321 5192 0.33% 0.050%
69 13.093 1832 1838 1843 rVV3 23761 45435 2.87% 0.433%
70 13.147 1843 1847 1852 rW 22394 38981 2.46% 0.372%
71 13.208 1852 1857 1861 rVV 25518 41845 2.64% ©0.399%
72 13.269 1862 1867 1880 rVB2 18680 44085 2.78% 0.421%
73 13.391 1880 1887 1895 rBV 56912 89356 5.64% 0.852%
74 13.477 1899 1901 1907 rVV5 3195 5735 ©.36% 0.055%
75 13.550 1907 1913 1924 rVV 215926 359777 22.71%  3.432%
76 13.647 1925 1929 1935 rVB3 2533 4414 0.28% 0.042%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 13.714 1935 1940 1942 rBV6 795 1332 ©0.08% 0.013%
78 13.848 1955 1962 1982 rBV 165096 291632 18.41% 2.782%
79 14.013 1983 1989 1992 rBV2 5973 9703 0.61% 0.093%
80 14.068 1992 1998 2007 rVV2 60666 108456 6.85% 1.035%
81 14.147 2008 2011 2018 rVB3 4909 7874 ©0.50% 0.075%
82 14.214 2018 2022 2027 rBV5 2505 4137 0.26% 0.039%
83 14.318 2033 2039 2047 rBV 32197 52361 3.30% ©.500%
84 14.483 2061 2066 2068 rBV5 1250 2168 0.14% 0.021%
85 14.617 2082 2088 2092 rBV3 5192 9109 ©0.57% ©.087%
86 14.659 2092 2095 2100 rVB6 1116 2043 0.13% 0.019%
87 14.793 2113 2117 2118 rBV3 792 1197 ©0.08% 0.011%
88 14.861 2122 2128 2136 rBV7 1951 5561 ©0.35% ©.053%
89 14.940 2136 2141 2148 rBV4 13190 22989 1.45% 0.219%
990 15.068 2157 2162 2167 rBV4 2169 3801 0.24% 0.036%
91 15.171 2174 2179 2186 rVB3 3526 6700 0.42% 0.064%
92 15.245 2187 2191 2196 rVB7 1032 1853 0.12% 0.018%
93 15.385 2208 2214 2219 rVB6 2111 3420 0.22% 0.033%
94 15.440 2221 2223 2225 rBV2 579 665 0.04% 0.006%
95 15.513 2233 2235 2244 rVB7 1619 3172 0.20% ©0.030%
96 15.635 2253 2255 2259 rBV4 589 861 ©.05% 0.008%
97 15.757 2271 2275 2276 rBvV4 558 746 0.05% 0.007%
98 15.842 2282 2289 2300 rBV3 14426 28155 1.78% 0.269%
99 15.952 2302 2307 2315 rvv4 6212 12370 0.78% 0.118%
100 16.086 2323 2329 2331 rBV6 861 1416 ©0.09% 0.014%
Sum of corrected areas: 10481683
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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: VW030036.D\data.ms
800000
600000
400000
200000
2.363 3.393 *f&hs
2.899
1.960 5 174 /12503 3.027 3, a@A 3.856 4.2%1387 4.673 4.923 5.786.94%.118.264  6.606
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\T\‘\\\\‘\\\\‘\\ﬁ\\\V—rr\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\7\\ﬁ\\\ \W_Y_Y—rv_v_v_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 5.00 520 5.40 5.60 580 6.00 6.20 6.40 6.60
Abundance TIC: VW030036.D\data.ms
11.069
800000
600000
10.319
8.837 11.629
400000 8.276
200000 7.648
10.032 10.922
899/, 7.530 |7.783 . 9.590666.9.869410 122 386502007039 1.209 36175601 73f
07 — T \‘Y—'—Y—T T ‘ T T T T T T T T T ‘ T T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10,00 10.50 11.00 1150
Abundance TIC: VW030036.D\data.ms
800000
600000
400000
13.550
200000 13.848
12.690
3391 14068
18413223 %Ji; iR Y O0GE 1S SERAT 0
ok 40 ﬁ%ﬂﬁ? 4ﬂ ﬁ44mﬁmm1&b EETS FEARAAISAR0s
Time--> 12.00 12:50 nm nw 14.00 1450 | 1500 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Acetaldehyde Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
2.503 1.47 ug/L 46369 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Acetaldehyde 44 C2H40 000075-07-0 74
3 Ethylene oxide 44 C2H40 000075-21-8 9
4 Ethylene oxide 44 C2H40 000075-21-8 7
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance Scan 101 (2.503 min): VW030036.D\data.ms (-95) (-) m/z 44.00 100.00%

44.0
T ARRmEEE T S
351 ‘ 69.9 78.1 2.20 2.40 2.60 2.80
O v pe e e e e e R S m/z 43.00 53.97%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #81: Acetaldehyde
29.0
44.0
5000 L B R IR B
15.0 2.20 2.40 2.60 2.80
m/z 42.10 17.44%
O\\‘HH‘H}!M\H‘HHHH‘H\\‘\H\‘}!HiHH‘\H\‘\\H‘H\\‘HH‘HH‘HH‘HH‘\H
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #80: Acetaldehyde
29.0
44.0
A
2.20 2.40 2.60 2.80
5000 m/z 41.00 5.84%
15.0
N S S|
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #84: Ethylene oxide BATYY L AN A
29.0 2.20 2.40 2.60 2.80
44.0 m/z 45.00  3.19%
15.0
5000
O breprrreretrprrerp e e e ey ﬁ H,H“ﬂ‘u“u‘,u‘w
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.393 7.07 ug/L 223759 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 90
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 52
5 Pentane 72 C5H12 000109-66-0 43

Abundance Scan 247 (3.393 min): VW030036.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
0 b e et e e m/z 42.10 56.44%
miz--> 0 10 20 30 40 50 60 70 80
Abundance #807: Pentane
43.0
5000 [T T T T T
27.0 3.00 3.20 3.40 3.60 3.80

m/z 41.10 50.06%

57.0
72.0
2.015.0[’
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #810: Pentane
43.0

3.00 3.20 3.40 3.60 3.80

o

5000 m/z 39.05 17.56%
27.0
570 720
15.0 | | |
ottt e e
m/z--> 0 10 20 30 40 650 60 70 80
Abundance #806: Pentane e T TR R

43.0 3.00 3.20 3.40 3.60 3.80

m/z 57.10 17.09%

5000 27.0
15.0 ‘ ‘ 570 729
0 2.0 ‘ | ‘ | Iy ‘

m/z--> 0 10 20 30 40 650 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\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Methane, iodo- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
4.271 1.38 ug/L 43683 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methane, iodo- 142 CH3I 000074-88-4 90
2 Methane, iodo- 142 CH3I 000074-88-4 83
3 1,3,5-Trimethylimidazolium iodide 238 C6H11IN2 1000126-23-0 83
4 Methane, iodo- 142 CH3I 000074-88-4 72
5 9-Phosphabicyclo[3.3.1]nonane 142 C8H15P 013887-02-0 9

Abundance Scan 391 (4.271 min): VW030036.D\data.ms (-384) (-) m/z 141.90 100.00%

141.9
5000
AmmTE e
635 ‘ 4.00 4.20 4.40 4.60
O 080l m/z 126,95 41.27%
miz-> 20 40 60 80 100 120 140
Abundance #23127: Methane, iodo-
142.0
5000 L L R B L AN LR
4.00 4.20 4.40 4.60
m/z 140.90 14.70%
o 150 63.0 1240
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #23129: Methane, iodo-
142.0
 AmmT
4.00 4.20 4.40 4.60
5000 m/z 138.90 4.92%
15.0
0‘H“‘HH‘HH“?l"q‘uu_u“mu‘{“u
m/iz--> 20 40 60 80 100 120 140
Abundance #121410: 1,3,5-Trimethylimidazolium iodide e RERRaEEEE T
96.0 142.0 4.00 4.20 4.40 4.60
' m/z 140.05 3.58%
5000
42.0 68.0
-
0 el e e
m/z--> 20 40 60 80 100 120 140 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Butanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
6.899 2.33 ug/L 73789  1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 94
2 Butanal 72 C4HB80 000123-72-8 91
3 Butanal 72 CAH80 000123-72-8 74
4 Butanal 72 C4H80 000123-72-8 64
5 Butanal 72 C4H80 000123-72-8 53
Abundance Scan 822 (6.899 min): VW030036.D\data.ms (-811) (-) m/z 43.10 100.00%
431
72.1
5000
57.0
A RREEEEE T
6.60 6.80 7.00 7.20
361 “ \49'9\ i 9
Ot R e e e e m/z 44.10 99.37%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #739: Butanal
44.0
72.0
29.0
5000 L L L I B LR
57.0 6.60 6.80 7.00 7.20
m/z 41.10 94.27%
15\0 “ 37\1\‘ | 1 [
O \‘HH‘HH‘HH‘HH‘\ T ‘HH‘HH‘H ‘HHi\\“‘\\\\‘\\\\‘\\\\‘\\H‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
AR RRERYE e
720 6.60 6.80 7.00 7.20
5000 m/z 72.10 73.65%
15.0 57.0
‘ “ 3?1\‘ ‘
Ot e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #738: Butanal R AN RS
27.0 44.0 6.60 6.80 7.00 7.20
m/z 39.10 47.68%
72.0
5000
57.0
15.0 ‘ . ‘
O‘MHWHAMHWHHJ“MHMNLL;Hupuuuuwuwuuﬁmwuwuu S A, =54 N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 2-Butanone, 3-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.703 3.04 ug/L 96171 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 72
2 2-Pentanone 86 C5H100 000107-87-9 64
3 2-Pentanone 86 C5H100 000107-87-9 64
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
5 2-Pentanone 86 C5H100 000107-87-9 45
Abundance Scan 1118 (8.703 min): VW030036.D\data.ms (-1109) (-) | m/z 43.05 100.00%
43.0
5000 J\\
86.1 R RERREREREE EEans
570 711 00.0 8.40 8.60 8.80 9.00
O il ot 2000 s 4110 21.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1984: 2-Butanone, 3-methyl-
43.0
5000 u‘uu‘uu‘uu,/\\‘?ﬁ“w
8.40 8.60 8.80 9.00
27.0 86.0 m/z 86.10  19.08%
15"0 \‘ 570 710
O\\\‘\\\\‘\\}“’\\\}i\{\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1918: 2-Pentanone
43.0
R
8.40 8.60 8.80 9.00
5000 m/z 39.05 10.36%
86.0
27.0 58.0 71.0 ‘
N DT Y M WO
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1923: 2-Pentanone
43.0 8.40 8.60 8.80 9.00
m/z 71.10 8.40%
5000
86.0
27.0 58.0 71.0
) S WS A NSRY NA M S SR A S
m/z--> 10 20 30 40 50 60 70 80 90 100 8.40 8.60 8.80 9.00

SFAMWLM@82624SMA.M Thu Aug 29 15:42:42 2024 Page: 9



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VW@30036.D

Acqg On : 27 Aug 2024 11:57

Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L

LSCINT.P

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

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 Pentanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.404 11.57 ug/L 366005 1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 91
2 Pentanal 86 C5H100 000110-62-3 90
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 74

Abundance Scan 1233 (9.404 min): VW030036.D\data.ms (-1226) (-) | m/z 44.10 100.00%

44.1
5000 58.0

9.00 9.20 9.40 9.60 9.80
ol 7L 861

,36-4“ m/z 41.10  44.62%
miz--> 10 20 30 40 50 60 70 80 90

Abundance #1916: Pentanal

290 44.0
58.0
5000

9.00 9.20 9.40 9.60 9.80

o

m/z 58.05 41.65%
“ H | 710 86.0
O\\\‘\\\\‘\\\\"\\\\‘\\\[\\f\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
R A R naa T
290 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.10 32.58%
58.0
o 230 L Lm0 eso
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1962: Butanal, 3-methyl- R
44.0 9.00 9.20 9.40 9.60 9.80
m/z 43.10 26.56%

m/z-->

10 20 40

58.0
5000
29.0 710 k]b
S| 1 ..

50 60 70 80 90

9.00 9.20 9.40 9.60 9.80

SFAMWLMO82624SMA.M Thu Aug 29 15:42:43 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.069 58.61 ug/L 1584370  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 (11.069 min): VW030036.D\data.ms (-1498) ( m/z 44.05 100.00%
44.0 56.1
5000
72.1
T T
N 100
O et DL BB 1001 s 5610 95.09%
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 84.45%
\\’\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal
44.0
56.0
T \
270 11.00
5000 ’ m/z 57.10 66.50%
72.0
o250 Ml sso a0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexanal — ‘
44.0 11.00
56.0 m/z 43.05 62.60%
27.0
5000
72.0
NS T T S Nl
m/z--> 10 20 30 40 50 60 70 80 90 100 11.00

SFAMWLMO82624SMA.M Thu Aug 29 15:42:45 2024 Page: 11



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Furfural Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.837 3.58 ug/L 96687 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 94
3 Furfural 96 C5H402 000098-01-1 94
4 Furfural 96 C5H402 000098-01-1 94
5 2H-Pyran-2-one 96 C5H402 000504-31-4 59
Abundance Scan 1632 (11.837 min): VW030036.D\data.ms (-1623) ( m/z 96.00 100.00%
96.0
39.1
5000
— =
‘ 67.0 11.50 12.00
0 H‘_‘H“H‘_‘“MMH‘WM‘W‘HHp“W‘H‘_‘M“m‘_“ m/z 95.00 99.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3072: Furfural
96.0
39.0
5000 — e
11.50 12.00
m/z 39.10 61.34%
140 260 ||, 51.0 67.0 494 ‘
\\\‘\\\\‘\\1\‘\\1\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ !‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3074: Furfural
96.0
SVAAIAVASE
39.0 11.50 12.00
5000 m/z 38.10 19.25%
670
H"H‘w"H“H‘_“w“u,u“_“w“u‘u T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3073: Furfural
39.0 96.0 1150 1200
m/z 37.00 12.48%
5000
14.0 26¥ 51.0 67.0 79.0 A
o‘H_wH_uH_m“\luu‘,um‘mu‘wwwM_mw T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 11.50 12.00

SFAMWLM@82624SMA.M Thu Aug 29 15:42:46 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 1-Hexanol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.014 1.64 ug/L 44357  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Hexyl chloroformate 164 C7H13C102 006092-54-2 78
3 1-Hexanol 102 C6H140 000111-27-3 78
4 Cyclohexane 84 C6H12 000110-82-7 72
5 Cyclopropane, propyl- 84 C6H12 002415-72-7 72
Abundance Scan 1661 (12.013 min): VW030036.D\data.ms (-1655) ( m/z 56.10 100.00%
56.1
5000 411 A\
JISSN L S— -
‘ 84.2 12.00
Ol w/z 43.10  59.67%
miz-> 20 40 60 80 100 120 140
Abundance #4964: 1-Hexano
56.0
31.0
5000 A :
12.00
m/z 55.05 58.04%
‘ ‘ 84.0
O\\\’\‘!\\‘}“\\H“\\“\\‘1\\]\-0‘1\.0\\\’\\\\‘\
miz-> 20 40 60 80 100 120 140
Abundance #40098: Hexyl chloroformate
56.0
H N
12.00
5000 41,0 m/z 41.10 44.75%
84.0
0 260 || L 121.0137.0
e B A B e B
miz--> 20 40 60 80 100 120 140
Abundance #4967: 1-Hexanol T
56.0 12.00
m/z 42.10 37.84%
5000 4100
o260 | | ‘ 840 1010 J
e e = :
m/z--> 20 40 60 80 100 120 140 12.00

SFAMWLMO82624SMA.M Thu Aug 29 15:42:48 2024 Page: 13



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Heptanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.337 3.97 ug/L 107290  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 91
2 Heptanal 114 C7H140 000111-71-7 90
3 Heptanal 114 C7H140 000111-71-7 83
4 Heptanal 114 C7H140 000111-71-7 83
5 Heptanal 114 C7H140 000111-71-7 59
Abundance Scan 1714 (12.337 min): VW030036.D\data.ms (-1708) ( m/z 70.10 100.00%
70.1
41.0
55.1
5000
86.1 — —s
‘ ‘ ‘ ‘ 12.00 12.50
| HM!,M“‘ o, 9203121 T 6 82, 30%
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 44.05 81.03%
O\\‘H-\\’\\}l‘\\\{}\‘\\i‘\wll’\\\“\‘!\H‘i\‘!\‘\\#\g’.(\)\\\];%ﬂ\.\o‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8416: Heptanal
44.0 70.0
= e
12.00 12.50
5000 290 57.0 m/z 43.05 69.36%
‘ 86.0
0 Hﬂ‘?\‘\o’u?‘\‘uu‘i\ ‘H_‘!‘!,MU !1u“N!wﬁ‘\g,’guﬁ%ﬁ'(\)‘u
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptanal - .
44.0 12.00 12.50
m/z 55.10 63.74%
27.0 700
5000 57.0
‘ ‘ 86.0
Obregrrreyreiberrtibe el bt L 900 2140 1 N UL
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12.00 12.50

SFAMWLMO82624SMA.M Thu Aug 29 15:42:49 2024 Page: 14



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Pentane, 1-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.507 1.76 ug/L 47523  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 1-iodo- 198 C5H11I 000628-17-1 86
2 Pentane, 2-iodo- 198 C5H11I 000637-97-8 86
3 Butane, 1-iodo-3-methyl- 198 C5H11I 000541-28-6 80
4 Pentane, 1l-iodo- 198 C5H11I 000628-17-1 74
5 Propane, 1-iodo-2,2-dimethyl- 198 C5H11I 015501-33-4 72

Abundance Scan 1742 (12.507 min): VW030036.D\data.ms (-1736) ( m/z 43.05 100.00%

3
430 714
5000

198.0 12.50

127.0 1550
O F et st e e M/ 71,100 82.81%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74089: Pentane, 1-iodo-
43.0
71.0 J\
5000 \/\\ T ‘ T T /\V\“

m/z 41.00  47.87%
|- \

198.0
15.0 | || ‘ 127.0 155.0
\\\’\\\\’\\\1‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74091: Pentane, 2-iodo-
43.0 /Kw

o

71'0 T ‘ T T T ‘
12.50
5000 m/z 39.05 24.29%
198.0
0 15.0 \H [l \‘ | 12\70 | 15\50 L
L B e B o
m/z--> 20 40 60 80 100 120 140 160 180 200 /Av
Abundance #74096: Butane, 1-iodo-3-methyl- e oY
43.0 12.50

m/z 55.05 21.36%

71.0
5000
198.0
0 150\\ I \ ‘ 127.0 155.0 ‘ A

=
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMWLMO82624SMA.M Thu Aug 29 15:42:51 2024 Page: 15



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 13 2-Heptanone, 6-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.928 3.07 ug/L 44206 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 94
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 91
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 83
4 2-Isopropyl-5-oxohexanal 156 C9H1602 015303-46-5 64
5 Undecanal, 2-methyl- 184 C12H240 000110-41-8 47

Abundance Scan 1811 (12.928 min): VW030036.D\data.ms (-1800) ( m/z 43.10 100.00%
43.1
58.0
5000
‘ 95.1 13.00
'~ 110.1 :
77.1 128.2
0 wWH_m“lwmmuwe“‘“”um,mHW‘JW,MW m/z 58.00 67.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14350: 2-Heptanone, 6-methyl-
43.0
58.0 /\
5000 T I T T T J\\
13.00
m/z 41.10  23.23%
0 T ‘ T \‘\ T ‘ ﬁﬂ;“()\ T \“ } } T ‘ T \‘\‘\“ T \ZE.\(\)\ ‘ T \‘\ T ’9\?\.\0‘ H]-\J\-ﬁ.?\ ’\172\\8‘.9\ T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14375: 2-Heptanone, 6-methyl-
43.0
—F
58.0 13.00
5000 m/z 71.10 18.58%
27.0 95.0
Ml 30 190 1750
O bttt et s e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14374: 2-Heptanone, 6-methyl- ‘ /‘t\ YASWIA
43.0 13.00
58.0 m/z 55.00  15.29%
5000
oS L TR0 0 1290 L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00

SFAMWLM@82624SMA.M Thu Aug 29 15:42:52 2024 Page: 16



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 2-Heptenal, (Z)- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.092 3.16 ug/L 45435  1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptenal, (Z)- 112 C7H120 057266-86-1 90
2 2-Heptenal, (E)- 112 C7H120 018829-55-5 90
3 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 957803-73-3 50
4 Cyclopentane, 1-ethyl-3-methyl-,... 112 C8H16 002613-65-2 50
5 4-Pentenal 84 C5H80 002100-17-6 50
Abundance Scan 1838 (13.093 min): VW030036.D\data.ms (-1832) ( m/z 41.10 100.00%
41.1
55.0
83.1
5000 70.1
13.00 |
u‘ T Ol - ' :
Ol M il L] P m/z 55.05  84.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7336: 2-Heptenal, (Z)-
41.0
27.0
58.0 83.0
5000 — :
70.0 13.00
m/z 83.10 74.17%
‘ H 97.0 112.0
O\\‘\\\\‘\\\\“\\\\‘\\\\“}\\\‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7340: 2-Heptenal, (E)-
41.0
TN B YAV
27.0 55.0 83.0 13.00
5000 m/z 39.10 64 .39%
70.0
o"_mwWm_u‘;wwWHWH_:H_ww_
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol Pl vA - ‘
55.0 83.0 13.00
’ m/z 57.00 51.06%
5000 41.0
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.00

SFAMWLM@O82624SMA.M Thu Aug 29 15:42:53 2024 Page: 17



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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-01 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.147 2.71 ug/L 38981 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octen-3-o0l 128 C8H160 003391-86-4 40
2 1-Octen-3-0l 128 C8H160 003391-86-4 38
3 2-Hexen-1-o0l, (E)- 100 C6H120 000928-95-0 38
4 1-Octen-3-o0l 128 C8H160 003391-86-4 38
5 1-Hepten-3-ol 114 C7H140 004938-52-7 37
Abundance Scan 1847 (13.147 min): VW030036.D\data.ms (-1843) (¢ m/z 57.10 100.00%
57.1
5000
41.0
i72.1 T — 1
‘ ‘ ‘ ‘ oL1 | 1101 13.00 13.50
oHww_m_m;m%mm‘,‘mu“!“”_Mwlwww m/z 41.85 33.21%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14291: 1-Octen-3-ol
57.0
5000 7 )
13.00 13.50
29.0 43.0 720 m/z 43.10 31.64%
Lol o 990
OH\‘\H\‘\H\‘HH“HH‘H}\’H\MHH‘HH\‘HH‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14292: 1-Octen-3-ol
57.0
— =
13.00 13.50
5000 m/z 53.95 29.60%
43.0 72.0
29.0
G B | T R LR 13
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 AJ\A /\
Abundance #4305: 2-Hexen-1-ol, (E)- Al e ey
57.0 13.00 13.50
m/z 55.00  29.45%
41.0
5000
27.0
82.0
ol 220 Ll L 1000 AL
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 : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 3-Octanone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.208 2.91 ug/L 41845 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 91
2 3-Octanone 128 C8H160 000106-68-3 90
3 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 58
4 3-Octanone 128 C8H160 000106-68-3 52
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 49
Abundance Scan 1857 (13.208 min): VW030036.D\data.ms (-1852) ( m/z 57.05 100.00%
57.0
72.0 991
5000
41)0
‘M ‘ 128.1 13.00 13.50
Obrerprrrrpreee ettt et | m/z 43.10 99.64%
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 72.05 61.03%
O H\‘]-\?H()‘\Hl‘HH“‘\}H‘\‘\‘H‘H\\‘\‘H\‘H‘H‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14269: 3-Octanone
43.0 57.0 ]\
72.0 99.0 o
13 00 13 50
5000 20.0 m/z 99.10 54.35%
128.0
A T O O =1 A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 A
Abundance #14360: 3-Heptanone, 6-methyl- A S
43.0 57.0 13.00 13.50
29.0 m/z 71.10 53.63%
72.0
5000
99.0
128.0
o 220 L UL L uso J~
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13 00 13. 50

SFAMWLM@82624SMA.M Thu Aug 29 15:42:56 2024 Page: 19



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 Octanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.391 6.21 ug/L 89356 1,4-Dichlorobenzene-d4 13.550
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 91
4 Octanal 128 C8H160 000124-13-0 80
5 Octanal 128 C8H160 000124-13-0 50
Abundance Scan 1887 (13.391 min): VW030036.D\data.ms (-1880) ( m/z 43.10 100.00%
1™ 571
5000
— ==
| 10‘01 13.00 13.50
owwae“wuuu‘W‘mu‘w,”“ww}w,ww m/z 41.05  92.85%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 - )
270 13.00 13.50
m/z 57.10 80.76%
‘ 100.0
O H‘HH‘HH“\H\lHH“\‘!H‘HH‘HH\‘\\H’HH‘H\\}HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal
43.0
‘ T T ‘ T \/\\
57.0 13.00 13.50
29.0 84.0 5
5000 : m/z 55.10 71.04%
100.0
NI 0 W | Y
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal . =
43.0 20 84.0 13.00 13.50
57 m/z 44.05 70.16%
5000 29.0
100.0
ST 1 1 O . pRVOVVGY L WO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00 13.50
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

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

: VWe30036.D

: 27 Aug 2024 11:57

: SY/MD

. P3721-14

. 3.66g/10mL/MSVOA_W/SOIL/A
: 9 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: 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 2-Octenal, (E)- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.068 7.54 ug/L 108456 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 80
2 2-Octenal, (E)- 126 C8H140 002548-87-0 72
3 2-Octenal, (E)- 126 C8H140 002548-87-0 64
4 2-Octenal, (E)- 126 C8H140 002548-87-0 64
5 1-Butanol, 3-methyl-, formate 116 C6H1202 000110-45-2 38

Abundance Scan 1998 (14.068 min): VW030036.D\data.ms (-1992) ( m/z 41.10 100.00%
41.1]7Q.0
5000
9?1 267.C 14.00 ‘
(R w‘h‘_mMWw‘l‘??ﬁq”wwm_‘e” m/z 55.05  98.21%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12978: 2-Octenal, (E)-
41.0
70.0
5000 — :
14.00
m/z 70.85 94.65%
98.0
Ok !?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12979: 2-Octenal, (E)-
55.0 A\
83.0 S
27.0 14.00
5000 m/z 82.95 68.02%
b bt L o
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #12976: 2-Octenal, (E)- Ly Pl Loy ‘
41.0 14.00
70.0 m/z 39.00 67.30%
5000
98.0
Ol Al 126.0
e e =
m/z--> 20 40 60 80 100120140160180200220240260 14.00

SFAMWLMO82624SMA.M Thu Aug 29 15:42:59 2024
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 20 Nonanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.318 3.64 ug/L 52361 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 86
3 Nonanal 142 C9H180 000124-19-6 80
4 Cycloheptane 98 C7H14 000291-64-5 38
5 Carbonic acid, heptyl vinyl ester 186 C10H1803 1010383-25-4 35
Abundance Scan 2039 (14.318 min): VW030036.D\data.ms (-2033) ( m/z 57.10 100.00%
57.1
5000
98.1
Mep SNVINASH N
14.00 14.50
24.0
0’ A AT2 L, 41.e5  85.98%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonana
41.0
5000 — e/
700 98.0 14.00 14.50
m/z 43.05 67.43%
O' F24.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22962: Nonana
57.0
— T
14.00 14.50
5000 m/z 56.05 58.47%
29.0 98.0
H 24.0
0! ‘%“““
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22960: Nonanal et s
57.0 14.00 14.50
m/z 55.00 55.69%
29.0
5000 98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 21 2-Decenal, (Z)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14.940 1.60 ug/L 22989 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Decenal, (Z)- 154 C10H180 002497-25-8 72
2 2-Decenal, (E)- 154 C10H180 003913-81-3 64
3 2-Nonenal, (E)- 140 C9H160 018829-56-6 59
4 2-Nonenal, (E)- 140 C9H160 018829-56-6 59
5 2-Decenal, (E)- 154 C10H180 003913-81-3 53

Abundance Scan 2141 (14.940 min): VW030036.D\data.ms (-2136) ( m/z 41.10 100.00%
41.1
70.1
5000
96.2
——
207.1 15.00
0 M e e e M/Z 55,85 89.34%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30977: 2-Decenal, (2)-
4110
70.0 M
5000 T ‘ T T T
15.00
43.05 78.17%
98.0 m/z
0! \‘HH‘\ \M\H‘ \‘ﬂ":}l-\z“lwlgw t T \1\5\4\.‘0\ T T T I
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30981: 2-Decenal, (E)-
4110
P g
20.0 15.00 ;
5000 ITI/Z 70.10 77 .58%
98.0
1360
0! R e A REARE ma AT s
m/z--> 20 40 60 80 100 120 140 160 180 200 (\V\
Abundance #21492: 2-Nonenal, (E)- /ﬂ“ P L, /\‘ ‘ WL 0
41.0 15.00
m/z 39.05 63.98%
70.0
5000
96.0
Mooy
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 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 22 (E)-Tetradec-2-enal Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.842 1.96 ug/L 28155 1,4-Dichlorobenzene-d4 13.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-Tetradec-2-enal 210 C14H260 051534-36-2 72
2 2-Decenal, (E)- 154 C10H180 003913-81-3 72
3 2-Dodecenal, (E)- 182 C12H220 020407-84-5 64
4 (E)-Hexadec-2-enal 238 C16H300 022644-96-8 64
5 3,7-Dimethyloctyl acetate 200 C12H2402 020780-49-8 50
Abundance Scan 2289 (15.842 min): VW030036.D\data.ms (-2282) ( m/z 55.00 100.00%
55.0
83.1
5000
110.1 MWO‘MM ‘G‘O@M‘
| | 2071 159 16.
OF il e e m/z 41,100 93.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #87550: (E)-Tetradec-2-enal
70.0
41.0
5000 e LA il
97.0 15.50 16.00 .
1210 m/z 70.00 92.23%
. 11490 1790
T \\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30978: 2-Decenal, (E)-
43.0
0.0 | A T
15.50 16.00
5000 m/z 43.10 82.95%
98.0
H | 1360
o I A
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #56838: 2-Dodecenal, (E)- ! O”W‘ Y
410 70.0 15.50 16.00
m/z 83.10 66.21%
5000
97.0
121.0
o AT N [ O A
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82724\
Data File : VWO30036.D

Acqg On : 27 Aug 2024 11:57
Operator : SY/MD

Sample : P3721-14

Misc : 3.66g/10mL/MSVOA_W/SOIL/A

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO82624SMA.M
Quant Title : SFAM@1l.0

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Acetaldehyde 2.503 1.5 ug/L 46369 1 8.843 790868 25.0
(DEL) Alkane: S... 3.393 7.1 ug/L 223759 1 8.843 790868 25.0
Methane, iodo- 4.271 1.4 ug/L 43683 1 8.843 790868 25.0
Butanal 6.899 2.3 ug/L 73789 1 8.843 790868 25.0
2-Butanone, 3-m... 8.703 3.0 ug/L 96171 1 8.843 790868 25.0
Pentanal 9.404 11.6 ug/L 366005 1 8.843 790868 25.0
Hexanal 11.069 58.6 ug/L 1584370 2 11.629 675797 25.0
Furfural 11.837 3.6 ug/L 96687 2 11.629 675797 25.0
1-Hexanol 12.014 1.6 ug/L 44357 2 11.629 675797 25.0
Heptanal 12.337 4.0 ug/L 107290 2 11.629 675797 25.0
Pentane, 1-iodo- 12.507 1.8 ug/L 47523 2 11.629 675797 25.0
2-Heptanone, 6-... 12.928 3.1 ug/L 44206 3 13.550 359777 25.0
2-Heptenal, (Z)- 13.092 3.2 ug/L 45435 3 13.550 359777 25.0
unknown-01 13.147 2.7 ug/L 38981 3 13.550 359777 25.0
3-Octanone 13.208 2.9 ug/L 41845 3 13.550 359777 25.0
Octanal 13.391 6.2 ug/L 89356 3 13.550 359777 25.0
2-Octenal, (E)- 14.068 7.5 ug/L 108456 3 13.550 359777 25.0
Nonanal 14.318 3.6 ug/L 52361 3 13.550 359777 25.0
2-Decenal, (Z)- 14.940 1.6 ug/L 22989 3 13.550 359777 25.0
(E)-Tetradec-2-... 15.842 2.0 ug/L 28155 3 13.550 359777 25.0
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