LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@32223\
Data File : VWO25478.D

Acqg On : 22 Mar 2023 13:46
Operator : SY/MD

Sample : 01979-16

Misc : 5.91g/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\SFAMWLMO30623SMA.M
Title : SFAMO1.0

Signal : TIC: VWO25478.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 73 78 91 rVB 98296 229449 8.57% 1.180%
2 2.503 96 101 112 rBV2 29128 86906 3.25% 0.447%
3 2.899 160 166 184 rVB2 88740 248550 9.28% 1.279%
4 3,393 242 247 255 rVB2 10682 25582 0.96% 0.132%
5 4.021 339 350 361 rBV 241430 783329 29.26% 4.029%
6 4.125 361 367 378 rVB 95650 264737 9.89% 1.362%
7 4.399 406 412 414 rVW7 2929 5751 0.21% 0.030%
8 4.423 414 416 421 rVVe6 3728 4990 0.19% 0.026%
9 4,582 437 442 443 rBV5S 1961 2597 0.10% 0.013%
10 4.618 443 448 449 rVV5 2177 3168 0.12% 0.016%
11 4.673 449 457 470 rVWW 48967 153763 5.74% 0.791%
12 4.923 487 498 506 rVv3 15026 56596 2.11% 0.291%
13 4.996 508 510 513 rVB4 2816 3102 0.12% 0.016%
14 5.118 527 530 531 rVvv3 2460 2998 0.11% 0.015%
15 5.179 531 540 547 rVV2 15332 50518 1.89% 0.260%
16 5.381 570 573 576 rVWW5 1691 2113 0.08% 0.011%
17 5.442 580 583 585 rBv4 2295 2785 0.10% 0.014%
18 5.502 589 593 595 rBv4 1411 2307 0.09% 0.012%
19 5.783 630 639 649 rvv4 9336 31898 1.19% 0.164%
20 5.941 654 665 676 rBv4 14547 50081 1.87% 0.258%
21 6.100 689 691 695 rBVS 1848 2579 0.10% 0.013%
22 6.155 697 700 702 rVB4 1894 2529 0.09% 0.013%
23 6.179 702 704 707 rBv4 1826 2278 0.09% 0.012%
24 6.301 721 724 727 rVB5S 2288 2952 0.11% 0.015%
25 6.411 736 742 745 rVB7 2067 3704 0.14% 0.019%
26 6.514 756 759 762 rBV5S 1446 2061 ©0.08% 0.011%
27 6.588 768 771 772 rBV3 2320 2633 0.10% 0.014%
28 6.703 787 790 795 rBV7 1862 2801 0.10% 0.014%
29 6.813 804 808 811 rVB6 2322 3265 0.12% 0.017%
30 6.899 814 822 834 rBV3 17824 51663 1.93% 0.266%
31 7.075 842 851 864 rBV 120658 381606 14.25% 1.963%
32 7.301 886 888 891 rvB4 1939 2209 0.08% 0.011%
33 7.380 899 901 905 rVB5 1886 2315 0.09% 0.012%
34 7.429 905 909 910 rBV4 1694 2361 0.09% 0.012%
35 7.478 913 917 919 rBV5 1818 2531 0.09% 0.013%
36 7.527 924 925 929 rBv4 1668 2229 0.08% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@32223\
Data File : VWO25478.D

Acqg On : 22 Mar 2023 13:46
Operator : SY/MD

Sample : 01979-16

Misc : 5.91g/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\SFAMWLMO30623SMA.M
Title : SFAMO1.0
37 7.648 935 945 955 rBV 441032 1087924 40.64% 5.596%
38 7.795 967 969 973 rvVB5 2110 2587 0.10% 0.013%
39 7.850 976 978 981 rBV4 2950 3141 0.12% 0.016%
40 8.069 1011 1014 1017 rBV5 1906 3180 0.12% 0.016%
41  8.185 1030 1033 1036 rBv4 1719 2292 0.09% 0.012%
42 8.276 1038 1048 1063 rBV2 862966 2677113 100.00% 13.771%
43 8.551 1087 1093 1099 rVB3 14041 29919 1.12% 0.154%
44 8.703 1112 1118 1127 rVB 16658 37179 1.39% 0.191%
45  8.837 1131 1140 1151 rBV 962089 1944675 72.64% 10.003%
46 9.069 1172 1178 1179 rBV6 2464 3747 0.14% 0.019%
47  9.270 1202 1211 1221 rBV 638275 1316665 49.18% 6.773%
48 9.404 1228 1233 1242 rVB 43361 85960 3.21% 0.442%
49 9.654 1270 1274 1275 rBV4 2709 3334 0.12% 0.017%
50 9.819 1299 1301 1306 rVB6 2110 3706 0.14% 0.019%
51 9.855 1306 1307 1310 rBvV3 3016 2631 0.10% 0.014%

52 10.032 1326 1336 1345 rBV 348746 625128 23.35%  3.216%
53 10.325 1375 1384 1392 rBV 1101192 1956594 73.09% 10.065%
54 10.502 1411 1413 1418 rVB6 3161 3786 ©0.14% 0.019%
55 10.575 1418 1425 1431 rBV 234506 397694 14.86% 2.046%

56 10.703 1440 1446 1451 rVB3 32160 56313 2.10% 0.290%
57 10.806 1461 1463 1467 rBV5 1976 2755 0.10% ©0.014%
58 10.861 1469 1472 1474 rVB3 1991 2185 0.08% 0.011%
59 10.922 1475 1482 1500 rVV 429532 750755 28.04%  3.862%
60 11.069 1500 1506 1515 rVV 155208 262921 9.82%  1.352%
61 11.325 1546 1548 1551 rBV4 1952 3023 0.11% ©0.016%
62 11.410 1561 1562 1567 rVB5 2346 2497 0.09% 0.013%
63 11.629 1590 1598 1607 rBV 1160408 1933222 72.21%  9.944%
64 11.843 1628 1633 1641 rBV5 8927 21518 ©0.80% 0.111%
65 11.940 1644 1649 1654 rBV3 21786 36592 1.37% ©.188%
66 12.166 1683 1686 1690 rBV6 3072 4052 0.15% 0.021%
67 12.239 1694 1698 1706 rVB1o 5376 10026 ©.37% 0.052%
68 12.337 1709 1714 1720 rBV2 43728 72042 2.69% ©.371%
69 12.605 1751 1758 1765 rBV 75644 132598 4.95% 0.682%
70 12.690 1765 1772 1779 rBV 547610 885119 33.06% 4.553%
71 12.897 1800 1806 1807 rBV6 2932 5573 0.21% 0.029%
72 12.934 1807 1812 1821 rVB3 12912 25203 0.94% 0.130%
73 13.044 1826 1830 1835 rVV5 11193 18583 0.69% 0.096%
74 13.099 1835 1839 1841 rVV5 3785 6065 0.23% 0.031%
75 13.141 1844 1846 1850 rVB5 2591 3391 0.13% 0.017%
76 13.269 1862 1867 1875 rVB2 49996 91516 3.42% 0.471%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@32223\
Data File : VWO25478.D

Acqg On : 22 Mar 2023 13:46
Operator : SY/MD

Sample : 01979-16

Misc : 5.91g/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\SFAMWLMO30623SMA.M
Title : SFAM@1.0
77 13.391 1881 1887 1893 rBV2 32433 51586 1.93% ©.265%
78 13.495 1901 1904 1907 rVV5 3091 4374 0.16% 0.022%
79 13.556 1907 1914 1924 rWwV 779048 1245964 46.54% 6.409%
80 13.647 1924 1929 1936 rVB3 14467 24086 0.90% 0.124%
81 13.849 1955 1962 1975 rVV 578287 950068 35.49% 4.887%
82 14.013 1987 1989 1992 rvwv4 7546 10480 0.39% 0.054%
83 14.062 1993 1997 2008 rVB 24562 46900 1.75% 0.241%
84 14.318 2035 2039 2044 rVV3 20285 32707 1.22% ©.168%
85 14.476 2062 2065 2066 rBV3 2063 2073 ©0.08% 0.011%
86 14.623 2084 2089 2093 rBV7 5387 9379 ©.35% 0.048%
87 14.885 2129 2132 2135 rVB4 3482 4246 0.16% 0.022%
88 14.940 2137 2141 2142 rBV4 2622 3413 0.13% 0.018%
89 15.025 2150 2155 2158 rBV7 2598 3938 0.15% 0.020%
90 15.068 2160 2162 2166 rVB5 2326 2518 0.09% 0.013%
91 15.129 2166 2172 2174 rBV7 4916 9509 0.36% 0.049%
92 15.171 2177 2179 2185 rVB7 6741 10497 0.39% 0.054%
93 15.300 2197 2200 2202 rBvV4 1498 2137 0.08% 0.011%
94 15.348 2206 2208 2209 rBV2 2800 2474 0.09% 0.013%
95 15.470 2226 2228 2230 rBV3 4956 5802 0.22% 0.030%
96 15.543 2238 2240 2247 rVB8 4523 7344 0.27% 0.038%
97 15.629 2252 2254 2260 rVB6 2522 3958 0.15% ©0.020%
98 15.757 2273 2275 2278 r\VW4 1953 2580 0.10% 0.013%
99 16.092 2326 2330 2338 rBVi1e 3609 8218 0.31% 0.042%
100 16.574 2407 2409 2412 rBvV4 2441 2033 0.08% 0.010%
Sum of corrected areas: 19440424
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe32223\

: VWe25478.D

: 22 Mar 2023 13:46

: SY/MD

: 01979-16

: 5.91g/10mL/MSVOA_W/SOIL
Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO30623SMA.M
. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VW025478.D\data.ms
1000000
800000
600000
400000
4.021
200000
2.363 2.899 125
2.503 4.673
o 3.393 7k 4.9280:3 1995 3gusp2  5.785.945 @NGH36146 513857681
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: VW025478.D\data.ms
10.325 11.629
1000000 8.837
8.276
800000
9.270
600000
7.648 10.922
400000
200000 7075 11.069
899 8.558.70 9.404
0 7.30383%37 \7.7950 8.089185 958 9.069 11132510
R e ——— —_— e et === — ‘
Time--> 7.00 7.50 8.00 8.50 9.00 950 1000 10.50 11.00 1150
Abundance TIC: VW025478.D\data.ms
1000000
800000 13.556
600000 12.690 13.849
400000
200000
Okh§401 § /\ 1929999401 994907 ,i% 647 14@,%5 14,348, 476,623 14 8BSDBBBIISOSOTSIAZTST _ 16,092 16574
Time--> nm nw Bm Bw Mm Mw mm ww mm mw
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@32223\
Data File : VWO25478.D

Acqg On : 22 Mar 2023 13:46
Operator : SY/MD

Sample : 01979-16

Misc : 5.91g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@O30623SMA .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 Hexanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.069 3.40 ug/L 262921  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanal 100 C6H120 000066-25-1 81
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 1506 (11.069 min): VW025478.D\data.ms (-1500)  m/z 44.05 100.00%

44.0
5000
] T [
‘ ‘fz‘.o ' 11.00
ob ALl L) 11271454 19342266 293! /7 41.05  86.69%
miz--> 50 100 150 200 250
Abundance #4244: Hexana
44.0
5000 A :
11.00
m/z 56.05 85.63%
L1
O\‘\“\ ‘”MU\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #4250: Hexanal
44.0
T T T
11.00
5000 m/z 43.05 64.63%
LT
o‘w““w‘“m‘u‘HH_H‘_‘H_‘H
miz--> 50 100 150 200 250
Abundance #4248: Hexanal A — ‘
44.0 11.00
m/z 57.05 60.32%
5000
TBZ.O
0 “M‘UJ“WHH_H“HH_H‘ A NJ
m/z--> 50 100 150 200 250 11.00
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra
TIC Integ

ok ok K ok ok kK

Peak Number 4 Benzaldehyde

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe32223\
: VWe25478.D

: 22 Mar 2023 13:46

: SY/MD

: 01979-16

: 5.91g/10mL/MSVOA_W/SOIL

:1 Sample Multiplier: 1

hod : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO30623SMA .M
le : SFAM@l.0

ry : C:\Database\NIST20.L
ration Parameters: LSCINT.P

sk 3k 5k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 5k 3 5k 5k 3 5K 5k 3 5K 5k 3 5K 5k 3 5K >k 3k 5K 5k 3 5k 5k 3k 5k >k 3k >k >k 3k >k ok k >k ok Kk kK
Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.269 1.84 ug/L 91516 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde 106 C7H60 000100-52-7 96
2 Benzaldehyde 106 C7H60 000100-52-7 96
3 Benzaldehyde 106 C7H60 000100-52-7 96
4 Benzaldehyde 106 C7H60 000100-52-7 94
5 Benzaldehyde 106 C7H60 000100-52-7 94

Abundance Scan 1867 (13.269 min): VW025478.D\data.ms (-1862) (  m/z 106.00 100.00%
106.0
5000 51.1
P ey
h m 149.7 285 ¢ 13.00 13.50
ool A 1497 2055 2512 2858 ... 77,10  96.11%
miz-> 50 100 150 200 250
Abundance #5711: Benzaldehyde
106.0
so00,  °10 . —
13.00 13.50
m/z 105.00  94.78%
0\\\”‘\““\”‘\“H\\‘\\\\‘\\\\‘\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance #5707: Benzaldehyde
77.0
. =
13.00 13.50
5000 ITI/Z 51.10 48.86%
3&4 ‘ 107.0
OH“““H‘W”H“"_ ——————
miz--> 50 100 150 200 250
Abundance #5710: Benzaldehyde Tttty S
106.0 13.00 13.50
m/z 50.10 25.53%
5000
51.0
omso | ol 4o
m/z--> 50 100 150 200 250 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VW@32223\
Data File : VW@25478.D

Acqg On : 22 Mar 2023 13:46
Operator : SY/MD

Sample : 01979-16

Misc : 5.91g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO30623SMA .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|
Hexanal 11.069 3.4 ug/L 262921 2 11.629 1933220 25.0
Benzaldehyde 13.269 1.8 ug/L 91516 3 13.556 1245960 25.0
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