LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0

Signal : TIC: VWO20098.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  2.148 36 40 44 rBV2 19046 32392 2.05% 0.249%
2 2.227 46 53 69 rvv2 28115 155645 9.87% 1.196%
3 2.361 69 75 87 rVvB 133327 268387 17.02%  2.062%
4 2.898 155 163 179 rVB 90688 231711 14.69% 1.780%
5 3.184 208 210 214 rvB3 698 854 0.05% 0.007%
6 3.385 239 243 244 rBV3 1263 1451 0.09% 0.011%
7 3.550 265 270 273 rBV3 1139 2501 0.16% 0.019%
8 3.733 292 300 301 rBvV2 1923 3427 0.22% 0.026%
9 3.897 323 327 329 rBv2 663 1140 0.07% 0.009%
10 4.026 334 348 361 rBV2 189125 621872 39.43% 4.778%
11 4.257 382 386 387 rBvV3 311 445 0.03% 0.003%
12 4.379 400 406 407 rBv2 714 1009 0.06% 0.008%
13 4.678 451 455 457 rBV2 344 440 0.03% 0.003%
14  4.922 483 495 509 rBV2 17969 64737 4.10% 0.497%
15 5.135 518 530 541 rBV4 1464 5553 0.35% 0.043%
16 5.361 563 567 569 rBvV3 349 575 0.04% 0.004%
17 5.537 579 596 602 rBV 3856 17382 1.10% 0.134%
18 5.793 634 638 647 rVB4 503 1349 0.09% 0.010%
19 5.946 654 663 672 rVB4 5454 15452 0.98% 0.119%
20 6.123 687 692 694 rBV3 599 1136 0.07% 0.009%
21  6.147 694 696 699 rv2 509 415 0.03% 0.003%
22 6.604 767 771 774 rBV3 451 660 0.04% 0.005%
23 6.897 810 819 833 rBV3 22009 65474  4.15% 0.503%
24 7.007 835 837 840 rVv2 441 442 0.03% 0.003%
25 7.080 840 849 874 rW 55349 172568 10.94%  1.326%
26 7.653 932 943 958 rVW 273208 659541 41.81% 5.067%
27 7.891 979 982 984 rBV2 374 376 0.02% 0.003%
28 7.964 986 994 998 rBV5S 698 1695 0.11% 0.013%
29 8.281 1036 1046 1062 rBV2 530550 1577332 100.00% 12.118%
30 8.525 1083 1086 1087 rBvV2 447 405 0.03% 0.003%
31 8.634 1099 1104 1107 rVB4 495 785 0.05% 0.006%
32 8.708 1107 1116 1122 rBV8 1281 3466 0.22% 0.027%
33 8.848 1128 1139 1154 rBV 516445 1022676 64.84% 7.857%
34 9.055 1165 1173 1181 rBV 9880 20787 1.32% 0.160%
35 9.275 1200 1209 1219 rBV 359619 731789 46.39% 5.622%
36 9.409 1225 1231 1242 rVB2 22182 44005 2.79% 0.338%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/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\SFAMWLM@92121SMA.M
Title : SFAMO1.0
37 9.482 1242 1243 1248 rVB3 315 386 0.02% 0.003%
38 9.659 1267 1272 1276 rBvV2 459 1011 ©0.06% ©0.008%
39 9.842 1300 1302 1306 rVB3 350 369 0.02% 0.003%
40 10.037 1326 1334 1347 rBV 198818 360216 22.84% 2.767%
41 10.140 1349 1351 1355 rVv4 666 789 0.05% 0.006%
42 10.323 1372 1381 1388 rBV 731994 1294196 82.05% 9.943%
43 10.390 1388 1392 1400 rVB 28920 50344 3.19% 0.387%
44 10.500 1407 1410 1416 rVB4 1035 1681 0.11% 0.013%
45 10.579 1416 1423 1437 rBV 142065 251802 15.96%  1.935%
46 10.707 1437 1444 1456 rVB 36579 65398 4.15% 0.502%
47 10.927 1472 1480 1493 rBV 243484 399752 25.34% 3.071%
48 11.073 1497 1504 1516 rVV 223206 365916 23.20% 2.811%
49 11.561 1580 1584 1585 rBv2 501 488 0.03% 0.004%
50 11.634 1588 1596 1606 rBV 782907 1279447 81.11% 9.830%
51 11.713 1607 1609 1611 rVvB2 525 407 0.03% 0.003%
52 11.805 1619 1624 1629 rBv2 5136 10207 0.65% 0.078%
53 11.951 1643 1648 1653 rvvs 3430 6218 ©0.39% 0.048%
54 12.018 1653 1659 1663 rvB2 4103 5847 ©.37% 0.045%
55 12.097 1667 1672 1674 rBvV2 725 1094 0.097% 0.008%
56 12.250 1690 1697 1702 rVB5 607 1092 0.07% 0.008%
57 12.341 1705 1712 1722 rBV 35918 61386 3.89% 0.472%
58 12.469 1730 1733 1737 rVB2 332 374 0.02% 0.003%
59 12.530 1740 1743 1746 rVB4 345 426 0.03% 0.003%
60 12.609 1746 1756 1763 rBV2 56958 98970 6.27% 0.760%
61 12.695 1763 1770 1777 rBV ~ 333965 550529 34.90% 4.230%
62 12.756 1777 1780 1785 rVB5 1765 2900 0.18% 0.022%
63 12.859 1792 1797 1801 rBV4 759 1359 0.09% 0.010%
64 12.902 1801 1804 1806 rBV3 745 934 0.06% 0.007%
65 12.932 1806 1809 1813 rBV4 792 1333 0.08% 0.010%
66 13.042 1823 1827 1831 rBV2 1705 2552 0.16% 0.020%
67 13.097 1831 1836 1842 rBV7 2106 4747 0.30% 0.036%
68 13.152 1843 1845 1846 rBV 898 687 0.04% 0.005%
69 13.249 1856 1861 1863 rBVS5 1606 2454 0.16% 0.019%
70 13.396 1878 1885 1892 rBV3 17315 28687 1.82% 0.220%
71 13.493 1899 1901 1903 rBV2 624 613 0.04% 0.005%
72 13.560 1904 1912 1919 rVV 757542 1200888 76.13% 9.226%
73 13.646 1922 1926 1935 rVB2 19634 33474 2.12% 0.257%
74 13.762 1943 1945 1951 rVB4 1429 2016 0.13% 0.015%
75 13.853 1951 1960 1979 rVB 662748 1073420 68.05% 8.247%
76 13.981 1979 1981 1982 rBV2 467 392 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/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\SFAMWLM@92121SMA.M
Title : SFAM@1.0
77 14.072 1989 1996 2005 rVB2 31096 53224 3.37% ©.409%
78 14.201 2011 2017 2020 rBV6 1098 2591 0.16% 0.020%
79 14.322 2029 2037 2042 rBV3 14678 23089 1.46% 0.177%
80 14.493 2061 2065 2066 rBV3 630 863 ©0.05% 0.007%
81 14.518 2067 2069 2075 rVB6 988 1651 ©0.10% 0.013%
82 14.627 2083 2087 2091 rVB4 1330 2126 0.13% 0.016%
83 14.670 2091 2094 2096 rBV2 412 632 0.04% 0.005%
84 14.725 2096 2103 2107 rVV5 627 1312 ©0.08% 0.010%
85 14.877 2125 2128 2132 rBV4 480 535 0.03% 0.004%
86 14.950 2135 2140 2147 rVvV4 7045 11293 0.72% 0.087%
87 15.133 2164 2170 2174 rBV4 1185 1768 0.11% 0.014%
88 15.176 2174 2177 2184 rBVS 1795 2764 0.18% 0.021%
89 15.359 2204 2207 2210 rBvV4 657 1105 0.07% 0.008%
990 15.487 2222 2228 2235 rBV 3740 7231 0.46% 0.056%
91 15.548 2236 2238 2241 rVV3 765 935 0.06% 0.007%
92 15.798 2273 2279 2284 rBVe6 1179 2447 0.16% 0.019%
93 15.847 2284 2287 2289 rBV3 1172 1382 0.09% 0.011%
94 15.956 2301 2305 2310 rBV7 1253 2434 0.15% 0.019%
95 16.170 2338 2340 2343 rBV 454 580 0.04% 0.004%
96 16.322 2360 2365 2370 rV4 1030 1888 0.12% 0.015%
97 16.389 2374 2376 2378 rVV2 452 395 0.03% 0.003%
98 16.450 2383 2386 2387 rBV2 428 373 0.02% 0.003%
99 16.560 2401 2404 2407 rBV3 337 404 0.03% 0.003%
100 16.755 2431 2436 2437 rBV 412 602 0.04% 0.005%
Sum of corrected areas: 13016299
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe92121\

: VWe20098.D

: 21 Sep 2021 17:52

: SY/VA

: M3813-10

: 5.36g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.M
. SFAM@1.0

: C:\Database\NIST20.L
LSCINT.P

TIC: VW020098.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.227 3.80 ug/L 155645 1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 9
2 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
4 2-Aminoethyl hydrogen sulfate 141 C2H7NO4S 000926-39-6 4
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 4
Abundance  Scan 53 (2.227 min): VW020098.D\data.ms (-46) (-) m/z 64.00 100.00%
64.0
48.0
5000
e e
359 2.00 2.20 2.40 2.60
. . 780 9
H’HH‘\H\‘HH’HH‘HH‘HH‘HH‘\H!‘\H\“HH‘HH‘\H“HH‘HH‘HH‘HH‘HH‘\ m/z 48.06 53-954
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #415: Sulfur dioxide
64.0
5000 480 L L L
2.00 2.20 2.40 2.60
m/z 44.00 10.00%
16‘.0 32‘.0
, |
H’HH‘\H\‘HH’HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #406: Ethene, 1,1-difluoro-
64.0
e e e
2.00 2.20 2.40 2.60
5000 m/z 66.00 3.57%
45.0
31.0
N \‘ 550 |
I R e e
m/z--> 5 10 1520 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance #403: Ethene, 1,1-difluoro- e R
64.0 2.00 2.20 2.40 2.60
45.0 m/z 49.90 3.19%
5000 31.0
14.0
‘WHWMwuw%ﬁﬁuwmwuwwwuqmwuwu‘WHWHMMMHWHW‘ e T o
m/z--> 5 10 1520 25 30 3540 45 50 55 60 65 70 75 80 85 2.00 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VW020098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.897 1.60 ug/L 65474  1,4-Difluorobenzene 8.848

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanal 72 C4H80 000123-72-8 86
2 Butanal 72 C4H80 000123-72-8 49
3 Butanal 72 C4H80 000123-72-8 49
4 Butanal 72 C4H80 000123-72-8 43
5 Propane 44 C3H8 000074-98-6 42

Abundance Scan 819 (6.897 min): VW020098.D\data.ms (-810) (-) m/z 43.00 100.00%

430
72.0
5000
57.0 \\\‘\\\\‘\\\\’\\\\‘\\\\
UL 40 ‘ 6.60 6.80 7.00 7.20
‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H‘\\H“\ ‘\H\‘\H\“\H\‘\H\‘\H\H\}\‘\H\‘\H m/z 41.16 94.79%
miz—-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #737: Butanal
27.0 44.0
72.0
5000 L L R I LN LR
6.60 6.80 7.00 7.20
15.0 57.0 m/z 43.95 92.35%
I
‘\H\‘\H\‘\\H‘\\H‘\\ \H\‘\H\‘\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H

miz--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80

B

Abundance #740: Butana
44.0
T T
270 720 6.60 6.80 7.00 7.20
5000 ITI/Z 72.00 71.16%
57.0
e H‘mwm ‘!‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #738 Butanal R R ARE S S
27.0 44.0 6.60 6.80 7.00 7.20
m/z 39.10 60.71%
72.0
5000
57.0
15.0 ‘ ‘
. \ [
_HWHHMHWHHM“‘HWHHMH‘HHMH‘_HWHHMHWHHMH‘_H e A
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\VW@92121\
Data File : VW020098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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 2
R.T. EstConc Area Relative to ISTD R.T.
11.073 7.15 ug/L 365916 Chlorobenzene-d5 11.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 95
2 Hexanal 100 C6H120 000066-25-1 81
3 Hexanal 100 C6H120 000066-25-1 74
4 Hexanal 100 C6H120 000066-25-1 72
5 Hexanal 100 C6H120 000066-25-1 53

Abundance Scan 1504 (11.073 min): VW020098.D\data.ms (-1497) (- m/z 44.00 100.00%

44.0 56.1
5000
72.1
T T T
11.00
8%0
’981 m/Z 56.10 96.90%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 ‘11\00‘ T
29.0
720 m/z 41.05 93.53%
Il ‘M‘\ \\‘ 8#0 100.0
\\‘\\\\‘\\\\‘\\\\’\ \\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44.0 56.0
T \
1100
5000 m/z 57.05 68.36%
27.0
72.0
150 | M AL 880 1000
R R L e e A e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4249: Hexanal ‘ I
44.0
56.0 1100
m/z 43.10 64.98%
5000 290
72.0

m/z--> 10 20 30 40 50 60 70 80 90 100 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@92121\
Data File : VWO20098.D

Acqg On : 21 Sep 2021 17:52
Operator : SY/VA

Sample : M3813-10

Misc : 5.36g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@92121SMA.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|
unknown-01 2.227 3.8 ug/L 155645 1 8.848 1022680 25.0
Butanal 6.897 1.6 ug/L 65474 1 8.848 1022680 25.0
Hexanal 11.073 7.2 ug/L 365916 2 11.634 1279450 25.0
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