LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWNLM100821SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20631.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.343 66 72 82 rVB 72546 113212 12.04% 1.696%
2 2.489 91 96 108 rVB 29646 54586 5.81% 0.818%
3 2.806 144 148 152 rBvV2 755 1109 0.12% 0.017%
4 2.873 152 159 169 rVB 27976 59414 6.32% 0.890%
5 3.202 211 213 214 rBV2 430 335 0.04% 0.005%
6 3.276 223 225 227 rBvV2 467 462 0.05% 0.007%
7 3.373 235 241 249 rVB2 5710 14198 1.51% 0.213%
8 3.544 264 269 278 rVB5 1043 2949 0.31% 0.044%
9 3.715 291 297 302 rBV2 584 1138 0.12% 0.017%
106 3.885 322 325 327 rBV2 240 331 0.04% 0.005%
11 4.007 334 345 357 rBvV2 100078 306359 32.59% 4.591%
12 4.123 357 364 375 rVB 18210 49614 5.28% 0.743%
13 4.373 396 405 421 rVB2 2591 8301 0.88% 0.124%
14 4.684 449 456 462 rBV3 751 1768 0.19% 0.026%
15 4.909 483 493 504 rBvV2 3853 13074 1.39% 0.196%
16 5.001 506 508 511 rVv2 208 225 0.02% 0.003%
17 5.787 627 637 647 rBv4 3115 9665 1.03% 0.145%
18 5.928 653 660 669 rBV5 1781 4929 0.52% 0.974%
19 6.117 683 691 702 rVB4 1210 3729 0.40% 0.056%
20 6.897 810 819 831 rBV3 7229 21150 2.25% 0.317%
21 7.080 840 849 859 rBV 26383 74148 7.89% 1.111%
22 7.183 861 866 875 rVB 2783 6846 0.73% 0.103%
23 7.647 932 942 957 rBV 156389 387060 41.18% 5.800%
24 7.927 984 988 990 rBV2 236 329 0.03% 0.005%
25 8.275 1035 1045 1059 rBvV2 315596 940005 100.00% 14.085%
26 8.549 1085 1090 1107 rVB2 13767 39158 4.17% 0.587%
27 8.708 1109 1116 1125 rVB3 6371 16124 1.72% 0.242%
28 8.842 1129 1138 1150 rBV 298156 574983 61.17% 8.616%
29 9.049 1166 1172 1175 rBV5 962 1883 0.20% 0.028%
30 9.153 1186 1189 1190 rBV3 433 539 0.06% 0.008%
31  9.274 1199 1209 1218 rBV 229162 454292 48.33% 6.807%
32 9.409 1224 1231 1244 rVB 34931 67846 7.22% 1.017%
33  9.506 1244 1247 1251 rBV3 334 518 ©0.06% 0.008%
34 9.659 1269 1272 1276 rVB2 504 531 ©0.06% ©0.008%
35 9.921 1310 1315 1319 rvv2 691 1281 0.14% 0.019%

36 10.037 1326 1334 1344 rBV 108393 199184 21.19%  2.985%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWNLM100821SMA.M
Title : SFAMO1.0
37 10.110 1344 1346 1347 rVvv2 279 235 0.02% 0.004%
38 10.128 1347 1349 1353 rVB2 521 403 0.04% 0.006%
39 10.323 1372 1381 1388 rBV 429579 738082 78.52% 11.060%
40 10.390 1388 1392 1403 rVB 14997 27115 2.88% 0.406%
41 10.506 1403 1411 1416 rVB 2003 3189 0.34% 0.048%
42 10.579 1416 1423 1429 rBV 72110 124377 13.23% 1.864%
43 10.634 1429 1432 1437 rVV4 3571 5954 0.63% 0.089%
44 10.707 1437 1444 1451 rVB 7109 12219 1.30% 0.183%
45 10.927 1473 1480 1495 rBV 107279 185161 19.70% 2.774%
46 11.067 1495 1503 1518 rBV 235381 392580 41.76%  5.882%
47 11.335 1545 1547 1551 rVB3 211 215 0.02% ©0.003%
48 11.414 1556 1560 1568 rVB2 1509 2599 0.28% 0.039%
49 11.567 1579 1585 1588 rBv4 842 1684 0.18% 0.025%
50 11.628 1588 1595 1605 rVV 353674 592181 63.00% 8.873%
51 11.737 1605 1613 1618 rVB5 1603 3836 0.41% 0.057%
52 11.798 1618 1623 1624 rBv2 255 362 0.04% 0.005%
53 11.835 1624 1629 1639 rBV2 8403 17230 1.83% 0.258%
54 11.945 1641 1647 1653 rvB2 7911 13808 1.47% 0.207%
55 12.048 1663 1664 1668 rvB2 227 192 0.02% 0.003%
56 12.091 1668 1671 1678 rBV3 478 793 0.08% 0.012%
57 12.158 1678 1682 1687 rBV4 433 748 0.08% 0.011%
58 12.237 1692 1695 1701 rVvB3 637 1101 0.12% 0.016%
59 12.335 1706 1711 1723 rBV 29491 48149 5.12% 0.721%
60 12.512 1736 1740 1743 rVB 248 244 0.03% 0.004%
61 12.603 1747 1755 1761 rBV 12011 21417  2.28% 0.321%
62 12.689 1763 1769 1776 rVV 135987 226849 24.13% 3.399%
63 12.762 1776 1781 1783 rVB5 593 929 0.10% 0.014%
64 12.865 1795 1798 1800 rVVv2 213 262 0.03% 0.004%
65 12.932 1800 1809 1817 rVV4 3415 8030 0.85% 0.120%
66 13.048 1822 1828 1832 rBv4 4881 7918 0.84% 0.119%
67 13.097 1832 1836 1840 rVV3 3207 4210 0.45% 0.063%
68 13.207 1848 1854 1858 rVB5 769 1281 0.14% 0.019%
69 13.268 1858 1864 1876 rVB4 5289 12626 1.34% 0.189%
70 13.396 1878 1885 1894 rBV2 25449 41486 4.41% 0.622%
71 13.469 1894 1897 1905 rBV5 1378 2630 0.28% 0.039%
72 13.554 1905 1911 1921 rBV 213653 343023 36.49% 5.140%
73 13.646 1922 1926 1932 rVB 9083 13787 1.47% 0.207%
74 13.755 1940 1944 1946 rBV2 667 884 0.09% 0.013%
75 13.853 1953 1960 1970 rBV 181705 299427 31.85% 4.487%
76 14.018 1982 1987 1991 rVvV3 2615 4250 0.45% 0.064%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 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\SFAMWNLM100821SMA.M
Title : SFAM@1.0
77 14.066 1991 1995 2004 rVB3 7512 13411 1.43% 0.201%
78 14.219 2018 2020 2023 rVB2 479 435 0.05% 0.007%
79 14.322 2026 2037 2045 rBvV2 20926 33575 3.57% 0.503%
80 14.487 2060 2064 2066 rBV3 458 491 0.05% 0.007%
81 14.524 2067 2070 2073 rVB2 728 753 ©0.08% 0.011%
82 14.615 2082 2085 2090 rBV3 652 1095 0.12% 0.016%
83 14.652 2090 2091 2094 rVB3 372 335 0.04% 0.005%
84 14.713 2100 2101 2105 rVB2 420 403 0.04% 0.006%
85 14.792 2112 2114 2117 rBV3 300 413 0.04% 0.006%
86 14.883 2123 2129 2132 rBV5 1290 2091 0.22% 0.031%
87 14.944 2135 2139 2144 rBV 2276 3809 0.41% ©0.057%
88 15.017 2146 2151 2156 rvv2 4519 7232  0.77% 0.108%
89 15.078 2156 2161 2166 rVB3 525 1108 0.12% 0.017%
990 15.176 2170 2177 2182 rBV3 3798 6341 0.67% 0.095%
91 15.389 2208 2212 2216 rVB3 954 1363 0.14% 0.020%
92 15.487 2223 2228 2231 rBV2 558 912 0.10% 0.014%
93 15.755 2269 2272 2277 rVB4 527 1044 0.11% 0.016%
94 15.846 2282 2287 2292 rVB5 1357 2008 0.21% 0.030%
95 15.956 2301 2305 2311 rBvV4 1373 2511 0.27% 0.038%
96 16.096 2324 2328 2330 rVB3 550 635 ©0.07% 0.010%
97 16.170 2334 2340 2341 rBV3 203 246 0.03% 0.004%
98 16.292 2356 2360 2363 rBV2 162 243 0.03% 0.004%
99 16.426 2379 2382 2384 rBV2 201 267 0.03% 0.004%
100 16.602 2409 2411 2412 rBV2 274 245 0.03% 0.004%
Sum of corrected areas: 6673707
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW020631.D\data.ms
400000

350000
300000
250000
200000

150000

4.007
100000 2343

50000 2489 2873 123
2.806 205873.548.713.885 | 4.373  4.684 499901 5.785.9286.117

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 6.80
Abundance TIC: VW020631.D\data.ms

o

10.823
400000

11.628
350000
8.275

300000 8.842

250000 9.974 11.067

200000

7.647
150000

10.037 10.927
10.579

100000

50000 - oo 9.409
(B /7183 1921 8.248.70 0.0835 /\gsoe 659 9.92; A sumeqz07 11133814 567 ¥4}
SRE S 11143614 SELT

Time--> 7.00 7.50 8. OO 8.50 9. 00 9. 50 10. OO 10.50 11.00 11.50
Abundance TIC: VW020631.D\data.ms

400000

350000
300000
250000
13.554

200000 13.853
150000 12.689

100000

1194 ia%&ﬂu%ﬁ mxmm;gﬁqm 84575514 4949, 21%114@5&@13&8@9@37&5 FBIET 15 TBSEEAGITIPNE 4255602

Time--> 12100 12:50 13.00 13.50 14100 14:50 15.00 15.50 16,00 16.50

O
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Acetaldehyde Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
2.489 2.37 ug/L 54586 1,4-Difluorobenzene 8.842
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 64
2 Acetaldehyde 44 C2H40 000075-07-0 64
3 Ethylene oxide 44 C2H40 000075-21-8 9
4 Propane 44 C3H8 000074-98-6 5
5 Ethylene oxide 44 C2H40 000075-21-8 5

Abundance  Scan 96 (2.489 min): VW020631.D\data.ms (-91) (-)

m/z 44.05 100.00%

44.0
5000
R R ARERE S
o1 6 2.20 2.40 2.60 2.80
5 4.1
0“_HWH‘WHHM‘HMHW‘HWHHM“puw‘uwuu‘uuwu‘wu‘ m/z 43.05 60.48%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #81: Acetaldehyde
29.0
44.0
5000 \\\‘\\\\‘\\\\’\\\\‘\\\\
15.0 2.20 2.40 2.60 2.80
m/z 42.00 21.41%
OH‘HH‘H‘\!HH\‘\.\H‘}H ‘\H\‘\\H‘1!Hi\H\‘HH‘HH‘HH‘HH‘HH
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #80: Acetaldehyde
29.0
44.0
AR AR
2.20 2.40 2.60 2.80
5000 ITI z 41.00 7.74%
15.0
0 210 4 AL
e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70
Abundance #84: Ethylene oxide
29.0 2.20 2.40 2.60 2.80
44.0 m/z 45.65  3.15%
15.0
5000
o) ST s 50 TE | P 11— ik i N
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 2.20 2.40 2.60 2.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Butanal, 3-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.549 1.70 ug/L 39158 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 81
2 Pentanal 86 C5H100 000110-62-3 49
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 47
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 47
5 Ethanol, 2-(2-propenyloxy)- 102 C5H1002 000111-45-5 32

Abundance Scan 1090 (8.549 min): VW020631.D\data.ms (-1085) () m/z 41.05 100.00%

41.0
5000 58.1
781 \‘\\\\‘\\\\’\\\\‘\\\\‘\
‘ 09 ‘ 9p | s6a 8.20 8.40 8.60 8.80
Y SES—— 1] ‘A}H‘MHM‘HH_H‘_H m/z 44.10  89.75%
miz--> 10 20 30 40 90
Abundance #1959: Butanal, 3-methyl-
44.0
29.0
5000 580 LI LA L L L L L BN
8.20 8.40 8.60 8.80
15.0 71.0 m/z 43.00 60.08%
L I
O\\‘\\\\‘\\\‘\“\\\‘l}\\\’H\‘\H\‘\\\\‘\\\\‘\\1\‘\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal
44.0
“H‘W‘H‘,H‘W‘H“
8.20 8.40 8.60 8.80
58.0
5000 900 m/z 39.10  54.73%
‘\ 710 880
o e e e
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1962: Butanal, 3-methyl- T EABARRE RS S
44.0 8.20 8.40 8.60 8.80
m/z 58.10 48.37%
58.0
5000
29.0 71.0
] e
ow””_m_”m",mu‘mu‘m‘_u!wm EREEEEE M N —
m/z--> 10 20 40 50 60 70 80 90 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pentanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.409 2.95 ug/L 67846 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 86
2 Pentanal 86 C5H100 000110-62-3 72
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 64
5 Cyclopropyl carbinol 72 C4H80 002516-33-8 59
Abundance Scan 1231 (9.409 min): VW020631.D\data.ms (-1224) () m/z 44.05 100.00%
44.0
5000 58.1
T T
67.0 841 9.00 9.20 9.40 9.60 9.80
0““‘H““‘w“ul\‘M‘MNM‘W“HQu““mW“‘H m/z 41.10 55.17%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0
5000 ‘\\\\‘m\‘\\\\‘\\\\’\\
58.0 9.00 9.20 9.40 9.60 9.80
' m/z 58.10 37.78%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1914: Pentanal
44.0
R EAREAEREE
9.00 9.20 9.40 9.60 9.80
5000 290 58.0 m/z 57.00  30.25%
‘ ‘ 710  86.0
Y | U Y | S G
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1961 Butanal, 3-methyl- Rmaas e R RRRN
44.0 9.00 9.20 9.40 9.60 9.80
m/z 43.10 28.91%
5000 270 58.0
71.0
o || L
) S Y S O P N I PN AN B PP
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\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Hexanal Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.067 16.57 ug/L 392580 Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 72
2 Hexanal 100 C6H120 000066-25-1 72
3 Hexanal 100 C6H120 000066-25-1 72
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 1503 (11.067 min): VW020631.D\data.ms (-1495) (- m/z 44.05 100.00%

440 56.1
5000
72.1 L — T
|
bt Ll BB 984 s 41,10 92.88%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4250: Hexana
44.0
56.0
27.0
5000 S :
11.00
720 m/z 56.10 89.13%
O\\‘\\\\‘\\‘\\“\\\\"\‘\\‘\w\L‘\\\‘\“!\\\s‘ﬁ\.c\)\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal
44.0
56.0
I \
11.00
m/z 43.05 66.23%
5000 29.0
72.0
b bl L 1L 880 000
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal L ‘
44.0 11.00
56.0 m/z 57.10  60.45%
27.0
5000
72.0
15.0 ‘
0 | \‘m \\‘ m“ | \‘ 8$O 100.0
e e e e e e e |

T
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\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heptanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.335 2.03 ug/L 48149  Chlorobenzene-d5 11.628
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptanal 114 C7H140 000111-71-7 72
2 Heptanal 114 C7H140 000111-71-7 72
3 Heptanal 114 C7H140 000111-71-7 72
4 Heptanal 114 C7H140 000111-71-7 72
5 Heptanal 114 C7H140 000111-71-7 64
Abundance Scan 1711 (12.335 min): VW020631.D\data.ms (-1706) - m/z 41.10 100.00%
41.1 70.1
55.0
5000
\/\M peped,
H ‘860 12.00 12.50
owm,wwdl‘HMJ‘,H““HmMm_m,www m/z 70.10  86.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8413: Heptanal
44.0
29.0 70.0
5000 57.0 - — A
12.00 12.50
m/z 43.10 83.20%
‘ ‘ ‘ 86.0
O\\‘;\ql\q\\l\i‘\\\{}\\\‘\‘111’\\\“\‘1\H“\\!\‘\\1\’\\\\‘\\4\(\)‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8412: Heptana
41.0 70.0
55.0
1200 1250
5000 m/z 44.00 80.47%
27.
86.0
o\\%AP’H}M\H1M‘HMM!M\HW!\H‘N«‘Hé%guﬁ%ﬁﬂww
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8414: Heptana
44.0 1200 1250
0.0 m/z 55.00 80.30%
27.0 ’
5000 57.0
‘ ‘ 86.0
bl b 990, 2340
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 12 50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Octanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.396 3.02 ug/L 41486 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanal 128 C8H160 000124-13-0 83
2 Octanal 128 C8H160 000124-13-0 74
3 Octanal 128 C8H160 000124-13-0 72
4 Octanal 128 C8H160 000124-13-0 68
5 Octanal 128 C8H160 000124-13-0 50

Abundance Scan 1885 (13.396 min): VW020631.D\data.ms (-1878) - m/z 41.10 100.00%

41.1
5000
| | H 13,00 1350
0 H_m‘wwuwh‘m Hm‘\mm,uu‘us‘m‘Jw,ww m/z 43.10  86.63%
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14264: Octanal
41.0
57.0
84.0 W
5000
270 13.00 1350
m/z 55.10 66.34%
| T
O H‘HH‘HH\“\\Hl\\\\“\”\\‘\\H‘!H\‘\\H’HH‘\H\}\\H’HH‘\H\
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14265: Octanal M
43.0
e MU
57.0 13.00 13.50
290 84.0 o
5000 - m/z 56.10 60.40%
100.0
NN | I O W Y
miz--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14267: Octanal A‘/bNﬂﬁ e
43.0 - 84.0 13.00 13.50
: m/z 57.00 59.10%
5000 29.0
‘ ‘ 100.0
ol Ll L L L 1280 e oo LY i
miz--> 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\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.M
Quant Title : SFAM@1.0

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Nonanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.322 2.45 ug/L 33575 1,4-Dichlorobenzene-d4 13.560
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonanal 142 C9H180 000124-19-6 91
2 Nonanal 142 CS9H180 000124-19-6 90
3 Nonanal 142 C9H180 000124-19-6 80
4 2-Hepten-1-ol, (E)- 114 C7H140 033467-76-4 41
5 cis-11-Tetradecen-1-o0l 212 C14H280 034010-15-6 27

Abundance Scan 2037 (14.322 min): VW020631.D\data.ms (-2026)  m/z 41.00 100.00%

41.0
5000 70.0 /\jL
98.2 M*ﬂ F
14.00 14.50
24.1 207.0
0" “m%‘:m‘uu‘mwuumu m/z 57.10 92.32%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22961: Nonanal
41.0
5000 /\'LN\ ‘/\/\'\\A T T ‘ T TA T
70.0 98.0 14.00 14.50
‘ m/z 43.00 68.73%
H 24.0
O' \“‘\H\\\“‘\\‘\%‘}\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22960: Nonanal
57.0
Pora pnd e P
14.00 14.50
29.0 o
5000 98.0 ITI/Z 55.00 64.51%
A 249
m/z--> 20 40 60 80 100 120 140 160 180 200 /\/\
Abundance #22962: Nonanal N e N
57.0 14.00 14.50
m/z 56.10 53.97%
5000
29.0 98.0
24.0
o! H‘%“““ ‘/\M e
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\VW101921\
Data File : VWO20631.D

Acqg On : 20 Oct 2021 01:38
Operator : SY/VA

Sample : M4263-14

Misc : 5.63g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM100821SMA.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 2.489 2.4 ug/L 54586 1 8.842 574983 25.0
Butanal, 3-methyl- 8.549 1.7 ug/L 39158 1 8.842 574983 25.0
Pentanal 9.409 3.0 ug/L 67846 1 8.842 574983 25.0
Hexanal 11.067 16.6 ug/L 392580 2 11.628 592181 25.0
Heptanal 12.335 2.0 ug/L 48149 2 11.628 592181 25.0
Octanal 13.396 3.0 ug/L 41486 3 13.560 343023 25.0
Nonanal 14.322 2.5 ug/L 33575 3 13.560 343023 25.0
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