LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80521\
Data File : VWO19683.D

Acqg On : 05 Aug 2021 15:14
Operator : SY/VA

Sample : M3264-04

Misc ! 6.90g/10mL/MSVOA_W/SOIL

ALS Vvial : 15 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\SFAMWNLMO70921SMA.M
Title : SFAMO1.0

Signal : TIC: VWO19683.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.355 68 74 85 rvB 127822 252037 12.63% 1.575%
2 2.507 93 99 106 rBvV 18965 47065 2.36% 0.294%
3 2.891 155 162 177 rVB 102216 241017 12.08% 1.506%
4 3,294 223 228 229 rBvV2 1093 1649 ©0.08% 0.010%
5 3.391 238 244 253 rvB3 3049 7657 ©.38% 0.048%
6 4.025 333 348 363 rBV 211651 659672 33.07% 4.122%
7 4.153 364 369 381 rW 6774 20740 1.04% 0.130%
8 4.269 383 388 399 rVBS 1763 5182 0.26% ©0.032%
9 4.373 402 405 406 rBv2 591 649 0.03% 0.004%
10 4.922 480 495 511 rBV2 41869 151096 7.57% 0.944%
11 5.123 526 528 538 rVB3 873 1211 ©0.06% ©0.008%
12 5.379 564 570 572 rBv3 539 1084 0.05% 0.007%
13 5.543 584 597 620 rVW 8936 51893 2.60% 0.324%
14 5.818 640 642 646 rVB2 785 687 0.03% 0.004%
15 5.952 654 664 674 rVB3 9537 27421 1.37% 0.171%
16 6.123 689 692 694 rBvV2 394 589 0.03% 0.004%
17 6.9063 812 820 833 rBV3 11457 33753  1.69% 0.211%
18 6.994 833 835 839 rVB2 727 798 0.04% 0.005%
19 7.092 841 851 867 rBvV 54317 167444 8.39% 1.046%
20 7.653 931 943 957 rBV 335702 818362 41.03% 5.113%
21 7.775 959 963 969 rVB5 679 1364 0.097% 0.009%
22 7.878 976 980 986 rBV4 680 1400 0.07% 0.009%
23 7.958 986 993 1003 rVB5 1978 4778 0.24% 0.030%
24  8.159 1023 1026 1029 rVB4 434 556 0.03% 0.003%
25 8.275 1035 1045 1061 rBV2 657311 1994779 100.00% 12.464%
26 8.391 1061 1064 1067 rVV3 786 897 0.04% 0.006%
27 8.555 1084 1091 1098 rVB7 2599 6976 ©0.35% 0.044%
28 8.622 1098 1102 1108 rVB3 588 1187 0.06% 0.007%
29 8.695 1108 1114 1121 rBVS 3551 8289 0.42% 0.052%
30 8.842 1129 1138 1150 rBV 662272 1292518 64.80% 8.076%
31 9.073 1169 1176 1183 rBV7 2309 5633 0.28% 0.035%
32 9.274 1200 1209 1219 rBV 464849 928476 46.55% 5.802%
33 9.409 1225 1231 1242 rVB 56106 112122 5.62% 0.701%
34 9.561 1253 1256 1260 rVB4 313 507 0.03% 0.003%
35 9.665 1268 1273 1279 rVB6 1673 3510 0.18% 0.022%

36 10.037 1326 1334 1344 rBV 260859 458082 22.96%  2.862%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80521\
Data File : VWO19683.D

Acqg On : 05 Aug 2021 15:14
Operator : SY/VA

Sample : M3264-04

Misc ! 6.90g/10mL/MSVOA_W/SOIL

ALS Vvial : 15 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\SFAMWNLMO70921SMA.M
Title : SFAMO1.0
37 10.323 1373 1381 1388 rVV 970883 1699714 85.21% 10.621%
38 10.390 1388 1392 1403 rvV 27017 49837 2.50% 0.311%
39 10.506 1407 1411 1416 rVV3 4385 7416 0.37% 0.046%
40 10.579 1416 1423 1436 rVB 173701 294935 14.79% 1.843%
41 10.701 1436 1443 1450 rBV 33316 61141 3.97% ©.382%
42 10.866 1463 1470 1474 rBV 39943 70405 3.53% 0.440%
43 10.927 1474 1480 1494 rVwV 256032 423242 21.22% 2.645%
44 11.073 1497 1504 1519 rVV 145238 238361 11.95% 1.489%
45 11.408 1558 1559 1564 rVB3 527 596 0.03% 0.004%
46 11.634 1588 1596 1606 rVV 958976 1610165 80.72% 10.061%
47 11.713 1606 1609 1610 rVv2 2374 2990 0.15% 0.019%
48 11.725 1610 1611 1618 rVV3 3445 4229 0.21% 0.026%
49 11.835 1624 1629 1639 rVB2 5259 10767 0.54% 0.067%
50 11.981 1650 1653 1659 rBvV3 378 602 0.03% 0.004%
51 12.164 1677 1683 1691 rVB5 5119 10033 0.50% 0.063%
52 12.237 1691 1695 1702 rVB3 2182 3554 0.18% 0.022%
53 12.341 1705 1712 1720 rBV2 33528 56313 2.82% 0.352%
54 12.396 1720 1721 1727 rVB2 921 1152 0.06% 0.007%
55 12.463 1727 1732 1735 rBV4 2045 2897 0.15% ©0.018%
56 12.603 1746 1755 1762 rBV2 50312 95641 4.79% 0.598%
57 12.695 1762 1770 1777 rBV 378591 628029 31.48% 3.924%
58 12.756 1777 1780 1790 rVB4 5141 11159 0.56% 0.070%
59 12.896 1794 1803 1805 rBV5 2831 6177 0.31% 0.039%
60 12.938 1806 1810 1820 rVV7 6087 13991 0.70% ©0.087%
61 13.006 1820 1821 1828 rVB6 1690 2858 ©0.14% 0.018%
62 13.085 1828 1834 1838 rBV7 1966 4258 0.21% 0.027%
63 13.195 1847 1852 1856 rVB 7401 11213 0.56% 0.070%
64 13.274 1856 1865 1875 rVB5 7375 25235 1.27% 0.158%
65 13.396 1878 1885 1894 rBV3 36662 64256  3.22% 0.401%
66 13.493 1894 1901 1904 rBV6 3911 9959 0.50% 0.062%
67 13.560 1905 1912 1918 rVV 989784 1624379 81.43% 10.150%
68 13.646 1922 1926 1934 rVB 48399 75317 3.78% 0.471%
69 13.761 1942 1945 1952 rVB4 5501 9068 0.45% 0.057%
70 13.853 1953 1960 1968 rBV 862893 1405192 70.44%  8.780%
71 14.018 1984 1987 1990 rBV4 2140 3087 0.15% 0.019%
72 14.066 1990 1995 2002 rVV 17615 27298 1.37% 0.171%
73 14.182 2012 2014 2017 rBV4 722 822 0.04% 0.005%
74 14.322 2032 2037 2047 rVB3 22537 37745 1.89% 0.236%
75 14.426 2052 2054 2058 rVB5 1092 786 0.04% 0.005%
76 14.493 2061 2065 2067 rBV3 1543 2449 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80521\
Data File : VWO19683.D

Acqg On : 05 Aug 2021 15:14
Operator : SY/VA

Sample : M3264-04

Misc ! 6.90g/10mL/MSVOA_W/SOIL

ALS Vvial : 15 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\SFAMWNLMO70921SMA.M
Title : SFAM@1.0
77 14.621 2080 2086 2092 rBv4 11051 18218 ©.91% 0.114%
78 14.725 2099 2103 2109 rVB6 2019 3368 0.17% 0.021%
79 14.767 2109 2110 2112 rBV 581 481 0.02% 0.003%
80 14.792 2112 2114 2117 rVvVv4 818 1041 0.05% 0.007%
81 14.822 2117 2119 2123 rVV4 823 984 0.05% ©.006%
82 14.865 2125 2126 2132 rVB3 1006 1210 0.06% 0.008%
83 14.956 2136 2141 2143 rBvV4 850 1262 0.06% 0.008%
84 15.005 2148 2149 2153 rVB3 818 620 0.03% 0.004%
85 15.066 2156 2159 2160 rvv3 606 518 ©0.03% 0.003%
86 15.127 2164 2169 2173 rVV5 5645 9446 0.47% 0.059%
87 15.182 2173 2178 2186 rVV7 3789 8634 0.43% 0.054%
88 15.255 2186 2190 2192 rVB4 1359 1842 ©0.09% 0.012%
89 15.292 2195 2196 2199 rBV3 551 463 0.02% 0.003%
990 15.359 2203 2207 2212 rBV2 6009 10695 0.54% 0.067%
91 15.401 2212 2214 2219 rVB4 1499 1737 ©0.09% 0.011%
92 15.487 2223 2228 2233 rW 3139 5493 0.28% 0.034%
93 15.554 2233 2239 2245 rVB5 5484 10144 0.51% 0.063%
94 15.651 2252 2255 2258 rVB3 595 615 ©0.03% 0.004%
95 15.682 2258 2260 2263 rBv4 428 609 0.03% 0.004%
96 15.755 2269 2272 2273 rBV2 546 564 0.03% 0.004%
97 15.798 2273 2279 2282 rBV5 998 1739 0.09% 0.011%
98 15.846 2284 2287 2294 rBV7 1854 3687 0.18% 0.023%
99 16.090 2324 2327 2333 rVB7 1036 1833 0.09% 0.011%
100 16.407 2377 2379 2380 rBvV2 534 464 0.02% 0.003%
Sum of corrected areas: 16004015
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\ViWe80521\

: VWe19683.D

: 05 Aug 2021 15:14

: SY/VA

: M3264-04

: 6.90g/10mL/MSVOA_W/SOIL

: 15  Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70921SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW019683.D\data.ms
800000
600000
400000
4.025
200000 5 255
: 2.891
22
0 2.507 3.28891 1536873 5.123 5.378.543 581895%.123
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: VW019683.D\data.ms
10.823 11.634
800000
8.275 8.842
600000
9.274
400000
7.653
10.037 10.927
200000 10.579 11.073
7.092 9.409 8
08894 7.77978588.159 8.39B.85695 | 9.073 | | /\ 9.58565 ; %95&0'7@ 11.408 11723
A e S L i AR Bt R L A A A e Mz .a A =Sl
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 1150
Abundance TIC: VW019683.D\data.ms
13.560
13.853
800000
600000
400000 12.695
200000
12.6 g‘;’ 36 .646
0 11,0811 2R HbE 3/ 12, 758ROBBOIEEB AL 30 3.761 14@@%%1@%@%&@%%&@%@616 090 _16.407
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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe80521\
Data File : VWO19683.D

Acqg On : 05 Aug 2021 15:14
Operator : SY/VA

Sample : M3264-04

Misc : 6.90g/10mL/MSVOA_W/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70921SMA.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 Pentanal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.409 2.17 ug/L 112122 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanal 86 C5H100 000110-62-3 90
2 Pentanal 86 C5H100 000110-62-3 87
3 Butanal, 3-methyl- 86 C5H100 000590-86-3 74
4 Pentanal 86 C5H100 000110-62-3 74
5 Butanal, 3-methyl- 86 C5H100 000590-86-3 74

Abundance Scan 1231 (9.409 min): VW019683.D\data.ms (-1225) () m/z 44.00 100.00%

44.0
5000 58.0

e e
36.J 66.9 841

9.00 9.20 9.40 9.60 9.80
e H,“‘w““‘w““‘w““ m/z 41.18 51.65%

m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1915: Pentanal
44.0
29.0

o

5000 PP T T T
58.0 9.00 9.20 9.40 9.60 9.80
’ m/z 58.00 41.73%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1916: Pentanal
44,
29.0 0
T T R T
58.0 9.00 9.20 9.40 9.60 9.80
5000 m/z 57.00 33.71%
(O R s L e e
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1961 Butanal, 3-methyl- R R
44.0 9.00 9.20 9.40 9.60 9.80

m/z 43.10 31.90%

5000 270 58.0
71.0
15.0 | ‘ ‘ 86.0
O | 1 il ‘ Ll ‘

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\VWe80521\
Data File : VWO19683.D

Acqg On : 05 Aug 2021 15:14
Operator : SY/VA

Sample : M3264-04

Misc : 6.90g/10mL/MSVOA_W/SOIL

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO70921SMA.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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.073 3.70 ug/L 238361 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 72
4 Hexanal 100 C6H120 000066-25-1 64
5 Hexanal 100 C6H120 000066-25-1 64

Abundance Scan 1504 (11.073 min): VW019683.D\data.ms (-1497) (- m/z 43.95 100.00%

44.0 56.0
5000
72.1
T I
11.00
8 0 981
O+ m/z 56.85 98.80%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4251: Hexana
44.0 56.0
5000 ﬁ‘od T
29.0 :
720 m/z 41.00 90.76%
0

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4244: Hexanal
44,
0 56.0 AR

11.00
5000 m/z 43.05 67.01%
27.0
72.0
o5 Ll 1] sso 00
miz—-> 10 20 30 40 50 60 70 80 90 100
Abundance #4248: Hexanal e ‘
44.0 11.00
56.0 m/z 57.05 66.42%
27.0
5000
72.0
b 50 M Wl ss0 000 p
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\VWe80521\
Data File : VWO19683.D

Acqg On : 05 Aug 2021 15:14
Operator : SY/VA

Sample : M3264-04

Misc : 6.90g/10mL/MSVOA_W/SOIL

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@70921SMA.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|
Pentanal 9.409 2.2 ug/L 112122 1 8.842 1292520 25.0
Hexanal 11.073 3.7 ug/L 238361 2 11.634 1610170 25.0
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