LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VWO30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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: VWO30073.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 72 78 93 rBV 38853 101394 15.43% 1.783%
2 2.497 96 100 110 rvv2 7411 15620 2.38% 0.275%
3 2.893 159 165 182 rVB2 29106 87721 13.35% 1.543%
4 3.314 229 234 237 rVB4 666 1090 0.17% 0.019%
5 3.393 240 247 256 rVB 11277 25257 3.84% 0.444%
6 3.680 292 294 295 rVB 303 178 0.03% 0.003%
7 3.710 295 299 300 rBV2 374 465 0.07% 0.008%
8 3.820 314 317 318 rBV 320 248 0.04% 0.004%
9 3.856 318 323 326 rvv3 339 693 0.11% 0.012%
16 3.911 331 332 337 rVB2 387 327 0.05% 0.006%
11  4.021 339 350 359 rBV 74300 238921 36.35% 4.201%
12 4.118 360 366 378 rVB 67056 180483 27.46% 3.174%
13 4.521 430 432 435 rVB3 184 196 ©0.03% ©0.003%
14  4.551 435 437 440 rBvV4 256 237 0.04% 0.004%
15 4.667 448 456 470 rVB 14793 44504 6.77% 0.783%
16 4.917 488 497 512 rVvV3 4825 18297 2.78% 0.322%
17 5.130 530 532 534 rBV 150 189 0.03% 0.003%
18 5.795 632 641 651 rBV5S 1425 4678 0.71% 0.082%
19 5.941 656 665 677 rVB4 3926 12235 1.86% 0.215%
20 6.106 686 692 693 rBvV2 620 912 0.14% 0.016%
21 6.667 782 784 787 rBvV2 172 183 ©0.03% 0.003%
22 6.825 807 810 812 rBV2 203 207 0.03% 0.004%
23  6.898 813 822 832 rBV5S 5441 16111 2.45% 0.283%
24  6.990 834 837 843 rVB2 724 1239 0.19% 0.022%
25 7.075 843 851 861 rBV 22363 64582 9.83% 1.136%
26 7.343 893 895 899 rBV2 162 188 ©0.03% 0.003%
27 7.539 921 927 928 rBV2 303 491 0.07% 0.009%
28 7.648 932 945 959 rBV 119796 279356 42.50% 4.912%
29 7.770 962 965 966 rVv2 721 765 0.12% 0.013%
30 7.880 981 983 985 rBV 183 173 0.03% 0.003%
31 7.947 991 994 998 rBV 195 251 0.04% 0.004%
32 8.276 1038 1048 1065 rVvVv2 219680 657282 100.00% 11.558%
33 8.447 1073 1076 1079 rVB2 232 207 0.03% 0.004%
34 8.514 1079 1087 1089 rBV5 1366 2456 0.37% 0.043%
35 8.703 1109 1118 1127 rBV 13515 31335 4.77% 0.551%
36 8.782 1129 1131 1132 rBV2 367 323 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VWO30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 8.843 1132 1141 1153 rBV 243450 487260 74.13% 8.568%
38 8.977 1161 1163 1166 rvB2 353 225 0.03% 0.004%
39 9.038 1168 1173 1183 rVB5 1526 3661 0.56% 0.064%
40 9.160 1191 1193 1199 rBV 191 221 0.03% 0.004%
41  9.215 1199 1202 1203 rBvV2 180 213 0.03% 0.004%
42 9.270 1203 1211 1221 rBV 152960 313612 47.71% 5.515%
43 9.404 1227 1233 1244 rVB 41869 80051 12.18% 1.408%
44  9.544 1253 1256 1265 rVB3 997 1861 ©.28% 0.033%
45 9.636 1268 1271 1272 rBV 208 239 0.04% 0.004%
46 9.666 1274 1276 1278 rVB2 365 262 0.04% 0.005%
47  9.758 1285 1291 1298 rVB4 480 990 0.15% 0.017%
48 9.886 1308 1312 1316 rVB4 583 1031 0.16% ©0.018%
49 10.032 1326 1336 1343 rBV 74279 135020 20.54% 2.374%
50 10.252 1368 1372 1374 rBV4 808 1385 0.21% 0.024%
51 10.325 1374 1384 1390 rVV 249011 463881 70.58% 8.157%
52 10.386 1390 1394 1406 rVB 10986 21868 3.33% 0.385%
53 10.508 1409 1414 1418 rVB6 1581 2716 0.41% 0.048%
54 10.575 1418 1425 1440 rBV 46377 83575 12.72% 1.470%
55 10.697 1440 1445 1447 rBV2 3657 5869 0.89% 0.103%
56 10.733 1448 1451 1461 rVB 10087 17909 2.72% 0.315%
57 10.849 1468 1470 1471 rBV2 486 383 0.06% 0.007%
58 10.922 1475 1482 1496 rBV 92028 159223 24.22%  2.800%
59 11.068 1499 1506 1521 rVvV 332491 531070 80.80% 9.339%
60 11.373 1554 1556 1560 rVB2 309 426 0.06% 0.007%
61 11.410 1560 1562 1564 rBV2 229 189 ©0.03% 0.003%
62 11.465 1566 1571 1578 rVB4 409 917 0.14% 0.016%
63 11.562 1583 1587 1590 rBV3 1551 2499 0.38% 0.044%
64 11.629 1591 1598 1606 rBV 245078 409818 62.35% 7.207%
65 11.837 1626 1632 1641 rBV 14931 32963 5.02% ©0.580%
66 11.946 1645 1650 1655 rBV6 3049 4842 0.74%  0.085%
67 12.013 1655 1661 1671 rBV 44080 75567 11.50% 1.329%
68 12.233 1692 1697 1704 rVB2 3365 5834 0.89% 0.103%
69 12.336 1708 1714 1727 rVB2 24538 48467 7.37% 0.852%
70 12.465 1729 1735 1741 rBV 73300 126256 19.21% 2.220%
71 12.599 1753 1757 1764 rVB2 4257 7588 1.15% ©.133%
72 12.690 1764 1772 1785 rVV2 92442 193905 29.50% 3.410%
73 12.806 1789 1791 1794 rVB3 633 627 0.10% 0.011%
74 12.928 1801 1811 1819 rBV5S 5659 14708 2.24% 0.259%
75 13.044 1823 1830 1832 rBV4 1968 3946 0.60% 0.069%
76 13.092 1833 1838 1843 rBV4 6650 12159 1.85% 0.214%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VWO30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 13.153 1843 1848 1852 rBV2 7861 11407 1.74% 0.201%
78 13.208 1853 1857 1861 rBV 8460 11326  1.72% ©.199%
79 13.391 1877 1887 1893 rBV2 24614 43817 6.67% 0.771%
80 13.464 1893 1899 1902 rBV 58344 103796 15.79% 1.825%
81 13.556 1908 1914 1920 rBV 126297 204751 31.15% 3.601%
82 13.702 1936 1938 1941 rBV4 573 619 0.09% 0.011%
83 13.848 1956 1962 1974 rVB 81821 141178 21.48% 2.483%
84 14.007 1981 1988 1993 rBV6 5356 13674 2.08% ©0.240%
85 14.068 1993 1998 2006 rVB3 17593 31353 4.77% ©.551%
86 14.318 2034 2039 2047 rBV2 14501 21855 3.33% 0.384%
87 14.489 2064 2067 2069 rBV2 511 654 0.10% 0.012%
88 14.610 2083 2087 2092 rBvV4 1153 2078 ©0.32% 0.037%
89 14.684 2094 2099 2111 rVB2 10213 19166 2.92% 0.337%
99 14.769 2111 2113 2114 rBV2 468 333 0.05% 0.006%
91 14.867 2125 2129 2135 rVB3 1007 1795 0.27% 0.032%
92 14.946 2137 2142 2148 rVB5 3905 6608 1.01% 0.116%
93 15.062 2158 2161 2164 rBV4 818 1271 0.19% 0.022%
94 15.245 2188 2191 2197 rVB4 5212 8124 1.24% 0.143%
95 15.842 2283 2289 2295 rBV3 6957 11794 1.79% 0©.207%
96 15.921 2300 2302 2303 rBV 400 238 0.04% 0.004%
97 15.958 2303 2308 2314 rVB4 1482 2989 0.45% 0.053%
98 16.031 2316 2320 2325 rVB3 3284 5482 ©0.83% 0.096%
99 16.421 2382 2384 2385 rBV 342 203 0.03% 0.004%
100 16.586 2410 2411 2413 rBV 264 176 0.03% 0.003%
Sum of corrected areas: 5686717
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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: VW030073.D\data.ms

300000
250000
200000
150000

100000
402118

50000 2.363 2893

4,667
2.497 35138 4.917 5130 5.795.945.106 6.668.8;
!

T ‘ TTTT ‘ TT 1T ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T \.7\ T ‘ TTIT ‘ T \m'ﬁ_T T ‘ TTTT ‘ T T T 7T ‘ TT 1T ‘ TTTT ‘ \ﬁ‘ T \.\ T ‘ TTTT ‘ TTTT ‘ T \\/_F‘T/\\\‘TW_Y—TY_Y_Y_Y—TY_Y_Y_Y—TF
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: VW030073.D\data.ms

o

11.p68
300000

250000 8.843 10.325 11.629
8.276

200000

9.270
150000

7.648

100000 10.922
10.032

50000 9.404 10.575

7.075
8.703 11
89890, 7.3437.530 7.77GBemA7 8.84014  /8.7828.9088L 9.5004REIB886) | 10. %%aé&%@?‘s 11 BI85,
090\ 7.3437.539 V.77TMEMT 84711 /87828908 -OOTEIR86) || 10252 0P 0849 ) | LITIBGSL
Time->  7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150
Abundance TIC: VW030073.D\data.ms

o

300000
250000
200000
150000
13.556

100000 12.690

12468 13.848
13.46
50000{ 12.013
oL1946 12233 12599 83:33BRF8%8 |\ | | l13702) \14.007 "7 124 4808 feige4t0615-245 158486931  16.425.586
T ‘ T T T T ‘ T T T T ’ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

SFAMWLMO82624SMA.M Wed Sep 04 16:27:48 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 (DEL) Alkane: Straight-Chai... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
3.393 1.30 ug/L 25257 1,4-Difluorobenzene 8.843

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane 72 C5H12 000109-66-0 86
2 Pentane 72 C5H12 000109-66-0 86
3 Pentane 72 C5H12 000109-66-0 86
4 Pentane 72 C5H12 000109-66-0 72
5 Pentane 72 C5H12 000109-66-0 64

Abundance Scan 247 (3.393 min): VW030073.D\data.ms (-240) (-) m/z 43.05 100.00%

5000
e e
‘ 57‘-1 721 3.00 3.20 3.40 3.60 3.80
R e o e A m/z 42.80 56.07%
miz--> 0O 10 20 30 40 50 60 70 80
Abundance #806: Pentane
43.0
5000 27.0 m\‘\M\‘\\\\‘\\\\’\\

3.00 3.20 3.40 3.60 3.80
m/z 41.05 48.85%

15.0 ‘ ‘ 570 70
O\\\‘2.\0\\\‘\\‘\\‘\\11‘\\\\i\}\\‘\\w‘\‘\\\\‘l\\\‘\
m/z--> 0 10 20 30 40 50 60 70 80
Abundance #808: Pentane
43.0
/‘\/\/\”\/\ 1\ iy

3.00 3.20 3.40 3.60 3.80

5000 ITI/Z 39.00 19.15%
27.0 57.0 72.0
150 H “ | il ‘
0 e e e
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

m/z 72.10 14.77%

5000
27.0

57.0
150 L

0H‘“H“‘“H‘H:“HH‘imu‘uu‘uu‘uu“ T T
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 : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 2-Butanone, 3-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.703 1.61 ug/L 31335 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-Butanone, 3-methyl- 86 C5H100 000563-80-4 64
3 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 59
4 2-Butanone, 3-methyl- 86 C5H100 000563-80-4 53
5 2-Pentanone 86 C5H100 000107-87-9 50
Abundance Scan 1118 (8.703 min): VW030073.D\data.ms (-1109) () | m/z 43.10 100.00%
5000
s 8.40 8.60 8.80 9.00
| “ 57.0 710 100.0 e 1o om Bfd
O R R L R T B e A m/z 86.10 20.06%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1987: 2-Butanone, 3-methyl-
43.0
5000 m”!””\”“\””"”‘\
8.40 8.60 8.80 9.00
m/z 41.00 19.10%
27.0 86.0
o ol se0 710
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1984: 2-Butanone, 3-methyl-
43.0
8.40 8.60 8.80 9.00
5000 m/z 39.10 10.99%
27.0 86.0
12.0 ‘ | ‘ 570 710
O bttt el e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1989: 2-Butanone, 3-methyl-
43.0 8.40 8.60 8.80 9.00
m/z 42.00 7.36%
5000
86.0
27.0
o o, ss0 MO
T T T T T e e e R EmEm AR
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 : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 Pentanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.404 4.11 ug/L 80051 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 78
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 53
4 Pentanal 86 C5H100 000110-62-3 43
5 Pentanal 86 C5H100 000110-62-3 42
Abundance Scan 1233 (9.404 min): VW030073.D\data.ms (-1227) (-) | m/z 43.95 100.00%
44.0
5000 58.1 Aﬂ
RERARRSEEE S
J ‘ 670 84.0 9.00 9.20 9.40 9.60 9.80
Obrrrerr e 38U BTO B0 a1.10  se.87%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0
5000 [T T T
58.0 9.00 9.20 9.40 9.60 9.80
' m/z 58.10 41.12%
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
290 44.0
Ramas e RARR
58.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.00 32.53%
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1959: Butanal, 3-methyl- e
14.0 9.00 9.20 9.40 9.60 9.80
m/z 43.05 25.17%
29.0
5000 58.0
15.0 71.0
‘ ‘ 86.0
OH“HH‘HH,HHH"“‘u“‘m‘HH‘HH‘HH‘H‘ Ay GaYoaea
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 Re

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 Hexanal Concentration Rank 1

port

R.T. EstConc Area Relative to ISTD R.T.
11.068 32.40 ug/L 531070 Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 90
2 Hexanal 100 C6H120 000066-25-1 90
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): VW030073.D\data.ms (-1499) ( m/z 44.05 100.00%
44.0 56.0
5000
72.1 :
[
) Sl ‘qwxl‘u“ﬂ“w“w“ggﬂ“w n/z 56.05 92.13%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexana
44.0
56.0
27.0
5000 e :
11.00
72.0 m/z 41.10 82.01%
O\\‘]\-?\.?‘\\‘111‘\\\}"!‘\\‘\\‘\1‘\\\‘\“!\\\8‘\3\9\‘\\]\-\0‘0\\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
T I
11.00
m/z 43.05 64.25%
5000 29.0
72.0
b L L 1L 880 000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal I
44.0 56.0 11 00
m/z 57.05 62.46%
5000
27.0
72.0
b 150 Ll ss0 100 M
m/z--> 10 20 30 40 50 60 70 80 90 100 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 6 Furfural Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.837 2.01 ug/L 32963  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Furfural 96 C5H402 000098-01-1 91
2 Furfural 96 C5H402 000098-01-1 91
3 Furfural 96 C5H402 000098-01-1 91
4 3-Furaldehyde 96 C5H402 000498-60-2 83
5 1H-Imidazole, 1,4-dimethyl- 96 C5H8N2 006338-45-0 78
Abundance Scan 1632 (11.837 min): VW030073.D\data.ms (-1626) ( m/z 95.10 100.00%
951
39.0
5000
150 1200
29 66.9 : :
Ob vyl 252 N5 819 4 njz 96.60  97.56%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3073: Furfural
39.0 96.0
5000 — e
11.50 12.00
m/z 39.05 58.06%
14.0 26, 510 670 799 |
0\\\‘\\1\’\\‘\\‘\\}\“\\\\“‘\‘\\\‘\\\\‘\\\\‘.\\\\‘\}\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3075: Furfural
96.0 J\M
s ‘ T T T T ‘ T
39.0 11.50 12.00
5000 m/z 38.10 24.24%
67.0
o120 260 | 510 °f ‘
R e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\«M\
Abundance #3074: Furfural T f—pose
96.0 11.50 12.00
m/z 37.00 12.53%
39.0
5000
67.0
140 260 || 510 " | [
R T RARRA R e R — —
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\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 7 1-Hexanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.013 4.61 ug/L 75567  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol 102 C6H140 000111-27-3 83
2 Cyclopropane, propyl- 84 C6H12 002415-72-7 78
3 Hexyl chloroformate 164 C7H13C1l02 006092-54-2 78
4 Formic acid, hexyl ester 130 C7H1402 000629-33-4 78
5 1-Hexanol 102 C6H140 000111-27-3 78

Abundance Scan 1661 (12.013 min): VW030073.D\data.ms (-1655) ( m/z 56.10 100.00%
56.1

41,0
5000

T I
‘ | 84.1 12.00
el m/z 43.85 57.44%

miz-> 20 40 60 80 100 120 140
Abundance #4967: 1-Hexano
56.0
Lommdse pioged ‘

o

5000
410 12.00
m/z 55.00 57.03%
o260 ||| ‘ 840 1010
\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\’\\\\‘\
miz--> 20 40 60 80 100 120 140
Abundance #1678: Cyclopropane, propyl-
41.0 56.0 JL
‘ 5
12.00
5000 m/z 41.05 51.85%
0 26&) | ‘ ull 847'0
L B e o B AL A A I SRR
m/z--> 20 40 60 80 100 120 140
Abundance #40098: Hexyl chloroformate T ‘
56.0 12.00

m/z 42.05 40.89%

5000 41,0
84.0
2@$ ‘M\ N 121.0137.0
el FARS

m/z--> 20 40 60 80 100 120 140 12.00

o
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 Heptanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.336 2.96 ug/L 48467 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 86
3 Heptanal 114 C7H140 000111-71-7 86
4 Heptanal 114 C7H140 000111-71-7 78
5 Heptanal 114 C7H140 000111-71-7 72
Abundance Scan 1714 (12.336 min): VW030073.D\data.ms (-1708) ( m/z 70.10 100.00%
43.1 70.1
57.1
5000
86.1 >
‘ ‘ H ‘ 12,00 12:50
Ot HHN\MHNJJ\MHWMWWJ\M\H‘H\W\\ m/z 43.10 90.64%
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 44.00 87.55%
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 7.0 m/z 41.05 85.65%
‘ ‘ ‘ ‘ 86.0
ooyt 9901140
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 A
Abundance #8416: Heptanal ‘
44.0 70.0 12. 00 12 50
m/z 55.10 76.82%
5000 29.0 57.0
‘ 86.0
o250 L L o a0 -
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\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 .alpha.-Pinene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.464 7.70 ug/L 126256  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Pinene 136 C10H16 000080-56-8 97
2 .alpha.-Pinene 136 C1oH16 000080-56-8 95
3 (1R)-2,6,6-Trimethylbicyclo[3.1.... 136 C1OH16 007785-70-8 94
4 Bicyclo[3.1.1]hept-2-ene, 3,6,6-... 136 ClOHl6 004889-83-2 91
5 (1S)-2,6,6-Trimethylbicyclo[3.1.... 136 C1@H16 007785-26-4 87
Abundance Scan 1735 (12.465 min): VW030073.D\data.ms (-1729) ( m/z 93.05 100.00%
93.0
5000
39.1 L ‘J‘\‘
H 67.1‘ 121.2 12.50
Ol b A L2070 s 9110 45.23%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18035: .alpha.-Pinene
93.0
5000 L ‘//\‘
12.50
41.0 m/z 92.10  35.54%
H 67.0 121.0
0 \H‘\‘\‘\\i‘u‘}“\“\w\u‘l‘u ‘\“\“‘H\"‘\Hl’\u\’\u\‘uu‘uu
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18027: .alpha.-Pinene
93.0
DR
12.50
m/z 77.05 30.18%
5000 39.0
15.0 67.0 121.0
ol M D L
m/z--> 20 40 60 80 100 120 140 160 180 200 J\
Abundance #18190: (1R)-2,6,6-Trimethylbicyclo[3.1.1]hept-2-ene e
93.0 12.50
m/z 79.10 24.41%
5000
41.0 67_0“ 121.0 J\
X U | O EVANAY
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50

SFAMWLMO82624SMA.M Wed Sep 04 16:27:58 2024 Page: 12



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 2-Heptanone, 6-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.928 1.80 ug/L 14708 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 86
2 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 72
3 2-Heptanone, 6-methyl- 128 C8H160 000928-68-7 72
4 Carbonic acid, hexyl prop-1-en-2... 186 C10H1803 1000382-54-2 38
5 Pentanal, 2-methyl- 100 C6H120 000123-15-9 38
Abundance Scan 1811 (12.928 min): VW030073.D\data.ms (-1801) (| m/z 43.00 100.00%
43.0
58.0
5000
95.1 ot
N S s o
bbbt L m/z 58.00  69.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14375: 2-Heptanone, 6-methyl-
43.0
58.0 /\
5000 i ‘ \““‘M ‘ A
13.00
270 m/z 41.05 30.67%
. 95.0
110.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14350: 2-Heptanone, 6-methyl-
43.0
e
58.0 13.00
5000 m/z 70.90 18.40%
Oyt b 89, 10 207 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 m /\
Abundance #14374: 2-Heptanone, 6-methyl- ! e M"\ ADL
43.0 13.00
58.0 m/z 70.20 17.13%
5000
15.0 29.0 95.0 110.0 /\ ﬂ
W R oo B (VR A P L O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 (S)-(+)-5-Methyl-1-heptanol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.092 1.48 ug/L 12159 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-5-Methyl-1-heptanol 130 C8H180 057803-73-3 53
2 2-Heptenal, (E)- 112 C7H120 918829-55-5 50
3 5-Methyl-1-heptanol 130 C8H180 007212-53-5 45
4 1-Hexyn-3-ol 98 C6H100 000105-31-7 40
5 Oxalic acid, cyclohexyl nonyl ester 298 C17H3004 1000309-31-1 38
Abundance Scan 1838 (13.092 min): VW030073.D\data.ms (-1833) ( m/z 41.00 100.00%
41.0 55.0
83.0
5000 /k
el e ‘
M 1 Wt
Obrprrrerrrrr e mwm‘wH“HM“_WHW m/z 55.05 94.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15770: (S)-(+)-5-Methyl-1-heptanol
55.0
83.0
A,
5000 70.0 o al ‘
41.0 13.00
29.0 m/z 83.00  82.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7335: 2-Heptenal, (E)-
41.0 (/\
(WL
13.00
5000 27.0 55.0 m/z 39.18 57.69%
70.0
| m
O Wl
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15684: 5-Methyl-1-heptanol T
55.0 13.00
m/z 56.00 50.00%
41.0 83.0
5000
29.0 70.0
M‘ “ 97.0 1 /&“\
0“_‘H‘H‘W“H‘muW‘H‘_‘H‘H‘W‘H‘_‘m‘u‘W‘H‘_ et opi ot
m/z--> 10 20 30 40 50 60 70 80 90 100 110 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 unknown-01 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.153 1.39 ug/L 11407 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octen-3-0l 128 C8H160 003391-86-4 47
2 1-Octen-3-0l 128 C8H160 003391-86-4 43
3 2-Octen-1-o0l, (E)- 128 C8H160 018409-17-1 38
4 1-Octen-3-o0l 128 C8H160 003391-86-4 37
5 1-Nonen-3-o0l 142 C9H180 021964-44-3 35
Abundance Scan 1848 (13.153 min): VW030073.D\data.ms (-1843) ( m/z 57.10 100.00%
57.1
5000
ST SRNASRY VAT
| ‘ H ‘ L 110.1 13.00 13.50
oH_HwHH_H‘H!HMW‘:!‘UHJ“1Hww“_wamw m/z 41.05  29.14%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14291: 1-Octen-3-ol
57.0
5000 jkA T T
13.00 13.50
29.0 43.0 72.0 m/z 43.05 27.35%
OH‘]\-\5\\‘H\‘\“\H\“‘HH‘\!M1‘H\H‘!\H‘H\‘\\‘\\9\\9‘\()\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14289: 1-Octen-3-ol
57.0
LV IR —
43.0 13.00 13.50
5000 29.0 m/z 55.00  23.55%
72.0
0
0u‘\u\‘u1‘1“\u\“H‘u‘\1\\‘uu“‘uu“1u\‘\m‘\m‘\m‘\m‘m
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 //\W
Abundance #14314: 2-Octen-1-ol, (E)- : ﬁAW : —
57.0 13.00 13.50
410 m/z 54.20  22.60%
5000
81.0
110.0
95.0
ol b e 30 L azmo || A mal
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 : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 3-Octanone Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.208 1.38 ug/L 11326  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octanone 128 C8H160 000106-68-3 86
2 3-Heptanone, 5-methyl- 128 C8H160 000541-85-5 83
3 3-Octanone 128 C8H160 000106-68-3 80
4 3-Octanone 128 C8H160 000106-68-3 80
5 3-Heptanone, 6-methyl- 128 C8H160 000624-42-0 68

Abundance Scan 1857 (13.208 min): VW030073.D\data.ms (-1853) ( m/z 57.10 100.00%
43.0 57.1
72.0
5000 99.1
H‘ ‘ 128.2 13 00 13 50
0 HW,W,HWH_‘WH:Nw,uu“www_m_m‘w m/z 43.05 91.73%
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 72.00 59.12%
O H‘]-\?\.\()’\Hl’\\\\“‘HH‘H‘H‘\\H‘\‘\H’H‘\\‘H\\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14348: 3-Heptanone, 5-methyl-
29.0 43.0 57.0 /\
LA
71.0 13 00 13 50
5000 ' m/z 99.10  48.79%
99.0
15.0 ‘ 128.0
Ot e 859 11801
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14272: 3-Octanone L T ‘ m I
43.0 57.0 13.00 13.50
29.0 m/z 71.05 48.13%
5000 71.0
99.0
128.0
ok ® L 850 | 1130 mﬂm : /\AN/\ :
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 : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 Octanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.391 5.35 ug/L 43817 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 90
3 Octanal 128 C8H160 000124-13-0 90
4 Octanal 128 C8H160 000124-13-0 90
5 3-Chlorohexane 120 C6H13Cl 002346-81-8 43
Abundance Scan 1887 (13.391 min): VW030073.D\data.ms (-1877) ( m/z 41.10 100.00%
41.1
56.1
84.2
5000
- —
W %H> H 100.1 13.00 13.50
owHWWWHMH‘WH‘w,m‘1“””“””,”“_”‘ m/z 43.05 90.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0
5000 = A
270 13.00 13.50
m/z 56.10 77.26%
‘ 100.0
O H‘HH‘HH“HHlHH“\” \‘HH‘HH\‘\H\’HH‘HH}\\H’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal
43.0 4.
57.0 84.0 “ /\/w\ﬂ
i
13.00 13.50
5000 29.0 m/z 55.10 72.40%
100.0
0 1280
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal ”AM‘A ‘ —
43.0 13.00 13.50
m/z 57.05 71.80%
29.0 o170
: 4.
5000 84.0
1000
0 A 128.0
H‘HH‘H‘wu‘wH‘w‘Hw‘uw‘H‘_H‘MH‘_H‘_‘HM‘H_‘H 7 e
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 : VW@30073.D

Acqg On : 28 Aug 2024 13:57

Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

ALS vial : 9 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 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 15 D-Limonene Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.464 12.67 ug/L 103796 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Limonene 136 C1OH1l6 005989-27-5 97
2 D-Limonene 136 C1OH16 005989-27-5 94
3 Limonene 136 C1OH16 000138-86-3 90
4 1,5-Cyclooctadiene, 1,5-dimethyl- 136 C1OH16 003760-14-3 83
5 Limonene 136 C1OH16 000138-86-3 83

Abundance Scan 1899 (13.464 min): VW030073.D\data.ms (-1893) ( m/z 68.10 100.00%
68.1
93.1
5000
39.0
121.2 T
‘ ‘ ‘ 13.50
o el m/z 67.05  74.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18009: D-Limonene
68.0
93.0
5000 i3%d ‘)¥
121.0 .
41.0 m/z 93.10 64.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18007: D-Limonene
68.0 A
T
93.0 13.50 .
5000 m/z 79.10 37.95%
41.0 136.0
0 "A‘J"“‘H!‘_m‘mwm_m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17991: Limonene 2N R ‘f\
68.0 13.50
m/z 91.10 30.85%
5000 93.0
39.0 136.0
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 : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 Bicyclo[2.2.1]heptane, 7,7-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.007 1.67 ug/L 13674 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C1@H16 000471-84-1 64
2 Cyclohexene, 3-methyl-6-(1-methy... 136 C10H16 005113-87-1 49
3 Cyclohexene, 5-methyl-3-(1-methy... 136 C1l@H16 056816-08-1 49
4 Cyclohexene, 3-methyl-6-(1-methy... 136 C1@H16 000586-63-0 46
5 Cyclohexene, 4-methyl-1-(1-methy... 136 C1@H16 000586-67-4 46
Abundance Scan 1988 (14.007 min): VW030073.D\data.ms (-1981) ( m/z 55.00 100.00%
55.0
93.1 136.1
5000 J\\
207.0 MW
L 1400
0 A e m/z 43.00 89.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18226: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene
93.0
14.00
41.0 m/z 93.10  79.52%
69.
0' \‘\!\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18252: Cyclohexene, 3-methyl-6-(1-methylethenyl)-, (3R
79.0 136.0 /\
107.0 \/\ﬂ‘ﬂwm‘ |
14.00
5000 39.0 m/z 40.95 76.06%
ol u_Hm“‘m“w_wmwm
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18250: Cyclohexene, 5-methyl-3-(1-methylethenyl)-, tra —— ‘”ﬁ
93.0 14.00
136.0 m/z 136.05  73.40%
5000
41.0
67.0
15.0 ol
0! T L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 17 2-Octenal, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.068 3.83 ug/L 31353 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Octenal, (E)- 126 C8H140 002548-87-0 52
2 2-Octenal, (E)- 126 C8H140 002548-87-0 50
3 2-Octenal, (E)- 126 C8H140 002548-87-0 43
4 2-Octenal, (E)- 126 C8H140 002548-87-0 38
5 2-Propen-1-amine, N-2-propenyl- 97 C6H11IN 000124-02-7 38
Abundance Scan 1998 (14.068 min): VW030073.D\data.ms (-1993) ( m/z 41.00 100.00%
41.0 70.0
5000
108.0 267 T ‘PN\V
H‘ ‘ 14.00
Olrrrprrm M b M/Z 55,00 86.78%
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #12978: 2-Octenal, (E)-
41.0
70.0 J\M
5000 W\ ‘ e
14.00
m/z 70.85 86.28%
0 .
m/z--> 20 40 60 80 100120140160180200220 240260
Abundance #12979: 2-Octenal, (E)-
55.0
) A " /\
830 T T T T T T T T [
27.0 14.00
5000 m/z 39.10 66.33%
o a0
m/z--> 20 40 60 80 100120140160 180200220240260 LM\
Abundance #12977: 2-Octenal, (E)-
41.0 1400
70.0 m/z 83.05 56.86%
5000
Ot o0 1260 NETTRA i ;
m/z--> 20 40 60 80 100120140160180200220240260 14.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 unknown-02 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.318 2.67 ug/L 21855 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hepten-1-0l, (E)- 114 C7H140 002108-05-6 25
2 1-Hexene, 3,5-dimethyl- 112 C8H16 007423-69-0 22
3 6-Hepten-1-0l, 3-methyl- 128 C8H160 004048-32-2 22
4 2,3-Dimethyl-aziridine 71 C4HON 002549-68-0 22
5 1,10-Decanediol 174 C10H2202 000112-47-0 22
Abundance Scan 2039 (14.318 min): VW030073.D\data.ms (-2034) ( m/z 41.05 100.00%
41.0
5000 69.1 %ﬂk
98.0 ‘ T T ‘ T T T
14.00 14.50
0 A e 289 m/z 57.00 96.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8471: 3-Hepten-1-ol, (E)-
558.0
81.0
5000 ‘oo‘m‘ 4 M”O“m"
27.0 14. 14.5
m/z 56.10 63.00%
| 1o
O' ‘\h\h\\“‘u‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7574: 1-Hexene, 3,5-dimethyl-
41.0
NAPHiNAY
70.0 14.00 14.50 ;
5000 m/z 55.10 58.98%
Lo
o
m/z--> 20 40 60 80 100 120 140 160 180 200 /J%
Abundance #14410: 6-Hepten-1-ol, 3-methyl- /\m ; Pl Ty
55.0 14.00 14.50
m/z 43.00 58.86%
5000
95.0
31.0
ol ..l 1280
e —
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\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 19 Fenchol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.684 2.34 ug/L 19166 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fenchol 154 C10H180 001632-73-1 74
2 Fenchol 154 C10H180 001632-73-1 72
3 Fenchol 154 C10H180 001632-73-1 72
4 Fenchol 154 C10H180 001632-73-1 64
5 Fenchol 154 C10H180 001632-73-1 59
Abundance Scan 2099 (14.684 min): VW030073.D\data.ms (-2094) ( m/z 81.05 100.00%
81.0
5000 41.0
‘/k/\‘/\ ‘A AL ‘/\\‘A r‘\/‘
11‘1 L 14.50 15.00
0 “‘H"HH_MHH_M%Q?? m/z 80.10  48.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30905: Fencho
81.0
L
5000 —r A
14.50 15.00
43.0 1110 m/z 41.05 43.25%
|, |] ], 1390
O' \‘Nw\\f\“\‘\\\[\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30900: Fencho
81.0
W
14 50 15 00
5000 m/z 43.00 30.82%
43.0
111.0
0150 Aw L0
m/z--> 20 40 60 80 100 120 140 160 180 200 A\ /N/\NN
Abundance #30904: Fenchol
81.0 14 50 15. 00
m/z 69.05 28.04%
5000
41.0
111.0 /\
0 B PN B O £ PR Y ATV
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe82824\
Data File : VW@30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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 2-Tridecenal, (E)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.842 1.44 ug/L 11794 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tridecenal, (E)- 196 C13H240 007069-41-2 52
2 2-Dodecenal, (E)- 182 C12H220 020407-84-5 47
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 46
4 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 46
5 Heptane, 3-methylene- 112 C8H16 001632-16-2 43

Abundance Scan 2289 (15.842 min): VW030073.D\data.ms (-2283) ( m/z 55.10 100.00%
55.1

5000

MH\ \m 2071 | 1550 1

M(\nm ully ‘/WMA‘
6.00

o)
w
o

=

o

N

=

0 A e e | m/z 70,000 99.16%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71621: 2-Tridecenal, (E)-
41,0 70.0

Ll

5000 T T T T T
15.50 16.00
97.0 m/z 41.10 96.48%
0' \\\\ﬂzﬁ'o\ 15\20 1780
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56837: 2-Dodecenal, (E)-
41.0
700 T B
15.50 16.00
5000 ITI/Z 43.00 79.03%
97.0
1210 4640
0! R A
m/z--> 20 40 60 80 100 120 140 160 180 200 [’\W/\ J\/\ m
Abundance #7696: Cyclopentane, 1-ethyl-2-methyl-, cis- \ | AM Py | .
55.0 15.50 16.00
83.0 m/z 39.00 58.22%
5000
27.0
112.0 (N/\ {\,\ Mm
0! A & Wﬂ‘ b “ﬂmﬂ
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\VWe82824\
Data File : VWO30073.D

Acqg On : 28 Aug 2024 13:57
Operator : SY/MD

Sample : P3675-16RE

Misc : 4.26g/10mL/MSVOA_W/SOIL/B

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|
(DEL) Alkane: S... 3.393 1.3 ug/L 25257 1 8.843 487260 25.0
2-Butanone, 3-m... 8.703 1.6 ug/L 31335 1 8.843 487260 25.0
Pentanal 9.404 4.1 ug/L 80051 1 8.843 487260 25.0
Hexanal 11.068 32.4 ug/L 531070 2 11.629 409818 25.0
Furfural 11.837 2.0 ug/L 32963 2 11.629 409818 25.0
1-Hexanol 12.013 4.6 ug/L 75567 2 11.629 409818 25.0
Heptanal 12.336 3.0 ug/L 48467 2 11.629 409818 25.0
.alpha.-Pinene 12.464 7.7 ug/L 126256 2 11.629 409818 25.0
2-Heptanone, 6-... 12.928 1.8 ug/L 14708 3 13.556 204751 25.0
(S)-(+)-5-Methy... 13.092 1.5 ug/L 12159 3 13.556 204751 25.0
unknown-01 13.153 1.4 ug/L 11407 3 13.556 204751 25.0
3-Octanone 13.208 1.4 ug/L 11326 3 13.556 204751 25.0
Octanal 13.391 5.3 ug/L 43817 3 13.556 204751 25.0
D-Limonene 13.464 12.7 ug/L 103796 3 13.556 204751 25.0
Bicyclo[2.2.1]h... 14.007 1.7 ug/L 13674 3 13.556 204751 25.0
2-Octenal, (E)- 14.068 3.8 ug/L 31353 3 13.556 204751 25.0
unknown-02 14.318 2.7 ug/L 21855 3 13.556 204751 25.0
Fenchol 14.684 2.3 ug/L 19166 3 13.556 204751 25.0
2-Tridecenal, (E)- 15.842 1.4 ug/L 11794 3 13.556 204751 25.0
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