LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25730.D

Acqg On : 27 Apr 2023 17:36
Operator : SY/MD

Sample : 02499-22

Misc : 5.82g/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\SFAMWLMO42723SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25730.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 94 rBV 78071 211645 9.18% 1.026%
2 2.497 94 100 111 rBV 108657 305698 13.26% 1.481%
3 2.893 159 165 183 rVB2 72603 215992 9.37% 1.047%
4 3.344 236 239 243 rBV6 1312 2319 0.10% 0.011%
5 3.527 262 269 271 rBV6 3169 6242 0.27% 0.030%
6 3.679 292 294 296 rBV3 1562 1312 0.06% 0.006%
7 3.722 296 301 304 rBv4 3580 7793 0.34% 0.038%
8 3.923 331 334 335 rBV3 1148 1285 0.06% 0.006%
9 4.027 338 351 358 rBV 193728 647818 28.11% 3.139%
106 4.112 358 365 384 rVB 608634 1690836 73.36% 8.194%
11  4.387 405 410 412 rBVS 2629 5167 ©.22% 0.025%
12 4.563 436 439 442 rBv4 1671 2063 0.09% 0.010%
13 4.600 442 445 446 rBV2 1409 1646 0.07% 0.008%
14  4.795 475 477 480 rVB4 2131 2046 0.09% 0.010%
15 4.826 480 482 485 rBv4 1295 1918 ©0.08% 0.009%
16 4.923 487 498 515 rBV2 22831 98003 4.25% 0.475%
17 5.149 533 535 537 rVW3 1443 1370 0.06% 0.007%
18 5.191 540 542 545 rVB4 1870 1784 ©0.08% 0.009%
19 5.222 545 547 552 rBV5 2161 3056 0.13% 0.015%
20 5.551 599 601 604 rBv4 1096 1288 0.06% 0.006%
21 5.777 634 638 639 rBv3 5007 6121 0.27% 0.030%
22 5.947 659 666 673 rVB7 5712 15790 0.69% 0.077%
23  6.069 682 686 688 rBV5 1050 1385 0.06% 0.007%
24 6.088 688 689 691 rBv2 1398 1366 0.06% 0.007%
25 6.533 760 762 767 rVB4 1577 1953 0.08% 0.009%
26 6.728 791 794 798 rVB5 1362 2214 0.10% 0.011%
27 6.783 798 803 806 rBV7 1080 2362 0.10% 0.011%
28 6.905 816 823 826 rBV7 2986 6399 0.28% 0.031%
29 6.935 826 828 831 rVB4 1819 1780 0.08% 0.009%
30 6.990 831 837 838 rBV6 2619 4126 0.18% 0.020%
31 7.075 842 851 859 rw 99874 277106 12.02%  1.343%
32 7.173 860 867 881 rVB 74561 210625 9.14% 1.021%
33 7.648 933 945 959 rBV 382476 938657 40.73%  4.549%
34 7.837 973 976 980 rBV6 1171 1859 0.08% 0.009%
35 7.923 986 990 993 rvve 1397 2643 0.11% 0.013%
36 7.947 993 994 1004 rVB9 2869 6760 0.29% 0.033%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25730.D

Acqg On : 27 Apr 2023 17:36
Operator : SY/MD

Sample : 02499-22

Misc : 5.82g/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\SFAMWLMO42723SMA.M
Title : SFAMO1.0
37 8.020 1004 1006 1007 rBvV2 1545 1345 0.06% 0.007%
38 8.160 1026 1029 1032 rBV5 1287 1999 0.09% 0.010%
39 8.276 1034 1048 1065 rBV2 774101 2304805 100.00% 11.169%
40  8.551 1085 1093 1103 rVV3 53965 120924 5.25% 0.586%
41  8.709 1109 1119 1126 rBV2 14975 35711 1.55% 0.173%
42 8.843 1132 1141 1154 rBV 884769 1740549 75.52% 8.435%
43 9.093 1177 1182 1187 rVB4 8960 19936 0.86% 0.097%
44  9.270 1202 1211 1228 rVV 546436 1143191 49.60% 5.540%
45 9.666 1271 1276 1282 rBV9 3385 6502 ©0.28% 0.032%
46 9.758 1287 1291 1298 rVB8 2495 6240 0.27% 0.030%
47  9.892 1307 1313 1317 rBV7 3973 8907 0.39% 0.043%
48 10.032 1326 1336 1347 rBV 281241 516395 22.41% 2.502%
49 10.203 1362 1364 1367 rBvV3 2055 2215 0.10% 0.011%
50 10.239 1368 1370 1374 rVB5 2647 3068 ©0.13% 0.015%
51 10.319 1375 1383 1391 rBV 1025577 1810123 78.54% 8.772%
52 10.575 1419 1425 1435 rBV 184617 326139 14.15% 1.580%
53 10.703 1441 1446 1452 rVB 10554 19449 0.84% 0.094%
54 10.861 1464 1472 1477 rBV 299751 519257 22.53% 2.516%
55 10.922 1477 1482 1497 rVB 358999 622584 27.01% 3.017%
56 11.074 1505 1507 1514 rVB8 3563 4198 0.18% 0.020%
57 11.398 1556 1560 1566 rVvB7 2035 4112 0.18% 0.020%
58 11.471 1569 1572 1574 rBV4 1178 1319 0.06% 0.006%
59 11.629 1588 1598 1610 rBV 1209433 2026456 87.92% 9.820%
60 11.830 1626 1631 1641 rBVS8 6101 16054 0.70% 0.078%
61 12.111 1673 1677 1679 rVV5 1993 2867 0.12% 0.014%
62 12.166 1681 1686 1693 rVB5 7852 15522 0.67% 0.075%
63 12.239 1694 1698 1701 rBV6 2392 3430 0.15% 0.017%
64 12.373 1717 1720 1721 rBV3 1305 1304 0.06% 0.006%
65 12.458 1730 1734 1739 rBV6 2684 4586 0.20% 0.022%
66 12.605 1750 1758 1764 rVV2 40746 79239 3.44% 0.384%
67 12.690 1765 1772 1779 rVV 481143 780459 33.86% 3.782%
68 12.757 1779 1783 1787 rVV5 8038 15437 0.67% 0.975%
69 12.934 1808 1812 1820 rVB8 5720 11906 0.52% 0.058%
70 13.001 1820 1823 1824 rBV3 1937 1683 0.07% 0.008%
71 13.111 1836 1841 1844 rBV7 2181 3414 0.15% 0.9017%
72 13.184 1850 1853 1858 rVB4 5408 8030 0.35% 0.039%
73 13.245 1861 1863 1864 rBV2 3792 3292 0.14% 0.016%
74 13.397 1882 1888 1894 rBV3 10820 20288 0.88% 0.098%
75 13.464 1894 1899 1902 rBV4 9335 14871 0.65% 0.072%

76 13.556 1907 1914 1925 rVV 1211483 1953218 84.75%  9.465%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VWO25730.D

Acqg On : 27 Apr 2023 17:36
Operator : SY/MD

Sample : 02499-22

Misc : 5.82g/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\SFAMWLMO42723SMA.M
Title : SFAM@1.0
77 13.641 1925 1928 1936 rVB2 13287 23313 1.01% 0.113%
78 13.757 1941 1947 1951 rBV7 4248 10056 ©0.44% 0.049%
79 13.848 1955 1962 1975 rVwV 956356 1534397 66.57% 7.436%
80 14.001 1984 1987 1988 rBV3 1983 2226 0.10% 0.011%
81 14.062 1992 1997 2003 rVvV 37353 62188 2.70% ©.301%
82 14.196 2016 2019 2021 rBV4 1556 2177 0.09% 0.011%
83 14.324 2035 2040 2045 rVB9 7232 12401 ©.54% 0.060%
84 14.495 2064 2068 2069 rBv4 1573 1658 ©0.97% 0.008%
85 14.623 2083 2089 2094 rBV9 4428 9421 0.41% 0.046%
86 14.714 2102 2104 2107 rVB4 1769 1519 0.07% 0.007%
87 14.775 2112 2114 2119 rBV6 1666 2462 0.11% 0.012%
88 14.995 2148 2150 2152 rVB3 1468 1276 ©0.06% 0.006%
89 15.123 2169 2171 2175 rBV5 2830 4041 0.18% 0.020%
990 15.177 2175 2180 2186 rBV9 3858 7872 0.34% 0.038%
91 15.360 2206 2210 2213 rVVv3 4139 7675 ©0.33% 0.037%
92 15.427 2216 2221 2226 rVV2 18789 34815 1.51% 0.169%
93 15.482 2226 2230 2236 rVB 14257 23999 1.04% 0.116%
94 15.543 2236 2240 2243 rBV6 2991 4610 0.20% 0.022%
95 15.629 2252 2254 2258 rBVS5 1472 1947 ©0.08% 0.009%
96 15.787 2275 2280 2284 rBV8 4049 7166 0.31% 0.035%
97 15.933 2302 2304 2305 rBV2 1591 1518 ©0.97% 0.007%
98 16.086 2325 2329 2333 rBV6 2298 3937 0.17% 0.019%
99 16.311 2364 2366 2369 rVB4 1675 1629 0.07% 0.008%
100 16.531 2400 2402 2406 rBV5 1257 1729 ©0.08% 0.008%
Sum of corrected areas: 20635483
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\

: VWe25730.D

: 27 Apr 2023 17:36

: SY/MD

¢ 02499-22

: 5.82g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA.M
. SFAM@1.0

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VW025730.D

Acqg On : 27 Apr 2023 17:36
Operator : SY/MD

Sample 1 02499-22

Misc : 5.82g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA.M
Quant Title : SFAM@1.0

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Butanal, 3-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
8.551 1.74 ug/L 120924  1,4-Difluorobenzene 8.843
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal, 3-methyl- 86 C5H100 000590-86-3 91
2 Pentanal 86 C5H100 000110-62-3 47
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 45
4 Butanal, 3-methyl- 86 C5H100 000590-86-3 43
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 42
Abundance Scan 1093 (8.551 min): VW025730.D\data.ms (-1085) (-) | m/z 41.05 100.00%
41.0
5000
71.0
‘ ‘ 8.20 8.40 8.60 8.80
bl 2013 1892 1649 1 y,0 44.10  98.25%
m/z--> 20 40 60 80 100 120 140 160
Abundance #1959: Butanal, 3-methyl-
44.0
5000 L L L L B BN R B
8.20 8.40 8.60 8.80
15.0 ‘ 71.0 m/z 43.05 78.19%
O\\\‘\ \H\H{‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #1917: Pentanal
44.0
ISRV AW A
8.20 8.40 8.60 8.80
5000 m/z 58.10 53.06%
Ll Lo so
e L L oot e S A
m/z--> 20 40 60 80 100 120 140 160
Abundance #1961 Butanal, 3-methyl- R Aty S o
44.0 8.20 8.40 8.60 8.80
m/z 39.05 50.86%
5000
71.0
s | |
ol bt b e e
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42723\
Data File : VW@25730.D

Acqg On : 27 Apr 2023 17:36
Operator : SY/MD

Sample 1 02499-22

Misc : 5.82g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@42723SMA .M
Quant Title : SFAM@1.0

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

Butanal, 3-methyl- 8.551 1.7 ug/L 120924 1 8.843 1740550 25.0
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