LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/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\SFAMWLMO40323SMA.M
Title : SFAMO1.0

Signal : TIC: VW@25624.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.357 74 77 86 rVB 34159 63017 10.27% 1.781%
2 3.649 287 289 292 rBV4 1840 1376 0.22% 0.039%
3 3.722 297 301 303 rBV5S 2825 3580 ©0.58% 0.101%
4 3,905 330 331 333 rvB2 3089 1565 0.26% 0.044%
5 4.021 342 350 360 rVB 68785 180639 29.44% 5.106%
6 4.320 395 399 401 rBV5 1792 2176 0.35% 0.061%
7 4.381 405 409 418 rVVe6 4792 13469 2.19% 0.381%
8 4.826 480 482 484 rBV3 1735 1295 0.21% 0.037%
9 4.862 486 488 490 rBv3 1284 1352 0.22% 0.038%
106 5.124 527 531 533 rBV5S 2611 3553 ©.58% 0.100%
11 5.344 565 567 570 rVB4 1992 1631 0.27% 0.046%
12 5.502 590 593 594 rBv3 2196 2077 0.34% 0.059%
13 5.576 603 605 608 rv4 1783 1587 0.26% 0.045%
14 5.765 634 636 639 rBv4d 1529 1657 0.27% 0.047%
15 5.905 655 659 660 rBv4 1672 2121 0.35% 0.060%
16 6.173 701 703 707 rVB5 1470 1944 0.32% 0.055%
17 6.228 709 712 714 rBV4 1917 2489 0.41% 0.070%
18 6.496 755 756 758 rBV2 1537 1202 0.20% 0.034%
19 6.606 772 774 777 rVB4 1433 1650 0.27% 0.047%
20 6.655 779 782 785 rBV5S 1212 1335 0.22% ©0.038%
21 6.697 788 789 793 rVB4 1397 1525 0.25% 0.043%
22 6.789 801 804 807 rBVS 1722 2383 0.39% 0.067%
23  6.856 812 815 816 rBV3 2462 1834 0.30% 0.052%
24 7.081 843 852 854 rBV 21947 45678 7.44% 1.291%
25 7.374 898 900 903 rBv4 1809 1863 ©0.30% 0.053%
26 7.472 913 916 918 rBv4 1471 1652 0.27% 0.047%
27 7.496 918 920 922 rBV3 2129 2085 0.34% 0.059%
28 7.520 922 924 927 rBvV4 1155 1573 0.26% 0.044%
29 7.587 934 935 936 rBV 1841 1296 0.21% 0.037%
30 7.654 936 946 956 rVB 108126 271430 44.23% 7.673%
31 7.898 983 986 991 rBV7 3153 4140 0.67% 0.117%
32 8.142 1021 1026 1029 rBV7 2183 4742 0.77% 0.134%
33 8.276 1039 1048 1061 rBV2 198238 613627 100.00% 17.346%
34  8.447 1074 1076 1077 rBvV2 2004 1782 0.29% 0.050%
35 8.526 1087 1089 1091 rvB3 2036 1475 0.24% 0.042%
36 8.605 1100 1102 1104 rBV3 1722 1194 0.19% 0.034%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/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\SFAMWLMO40323SMA.M
Title : SFAMO1.0
37 8.660 1110 1111 1113 rBV2 1533 1194 0.19% 0.034%
38 8.843 1133 1141 1153 rBV 175644 353666 57.64% 9.997%
39 8.959 1158 1160 1162 rBV2 1702 1283 0.21% 0.036%
40 9.020 1165 1170 1172 rBV6 2458 4192 0.68% 0.118%
41  9.185 1196 1197 1201 rVB4 1216 1185 0.19% 0.033%
42 9.276 1205 1212 1221 rVB 150348 310837 50.66% 8.787%
43 9.599 1262 1265 1267 rBv4 1560 1837 0.30% 0.052%
44  9.672 1275 1277 1278 rBV2 2134 1298 0.21% 0.037%
45 9.733 1283 1287 1288 rVB4 1801 1503 0.24% 0.042%
46 9.843 1302 1305 1307 rBv4 2197 1714 0.28% 0.048%
47  9.959 1320 1324 1327 rBV5 1492 1506 0.25% 0.043%
48 10.038 1330 1337 1344 rVWV 58034 111275 18.13%  3.145%
49 10.111 1347 1349 1350 rVB2 2179 1188 0.19% 0.034%
50 10.203 1363 1364 1367 rBvV3 2213 2090 0.34% 0.059%

51 10.325 1377 1384 1391 rBV 211211 373257 60.83% 10.551%

52 10.471 1406 1408 1409 rBV2 1556 1586 ©0.26% 0.045%
53 10.581 1419 1426 1432 rBV 34641 63063 10.28% 1.783%
54 10.697 1441 1445 1451 rBV4 6443 12158 1.98% ©.344%
55 10.855 1468 1471 1475 rBV6 1750 3038 0.50% 0.086%
56 10.928 1477 1483 1489 rBV 54007 102181 16.65% 2.888%
57 11.062 1500 1505 1511 rBV2 10960 17457 2.84%  ©.493%
58 11.142 1516 1518 1521 rBV4 2090 1543 0.25% 0.044%
59 11.172 1521 1523 1525 rBV3 1324 1218 0.20% 0.034%
60 11.233 1530 1533 1534 rBV3 1648 1762 ©.29% 0.050%
61 11.270 1537 1539 1543 rVB5 1977 2400 0.39% 0.068%
62 11.306 1543 1545 1546 rBV2 1263 1233 0.20% 0.035%
63 11.440 1557 1567 1571 rBV2 2492 7235 1.18% 0.205%
64 11.629 1591 1598 1607 rBV 186737 322721 52.59% 9.123%
65 11.715 1611 1612 1614 rBV2 1905 1529 0.25% 0.043%
66 12.300 1704 1708 1709 rBV4 1285 1824 0.30% 0.052%
67 12.422 1725 1728 1730 rBV4 1698 2452 0.40% 0.069%
68 12.446 1730 1732 1733 rVV2 2147 1713 0.28% 0.048%
69 12.465 1733 1735 1738 rVW4 2608 2550 0.42% 0.072%
70 12.605 1751 1758 1765 rVB3 9960 21226 3.46% ©.600%
71 12.690 1765 1772 1780 rBV 104475 171921 28.02% 4.860%
72 12.849 1795 1798 1799 rBV3 1689 1801 0.29% 0.051%
73 12.885 1802 1804 1805 rVVv2 1646 1195 0.19% 0.034%
74 12.928 1808 1811 1817 rVB8 4533 7769 1.27% ©.220%
75 13.013 1823 1825 1827 rVB3 2231 1985 0.32% 0.056%
76 13.044 1827 1830 1831 rBV3 1519 1799 0.29% 0.051%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/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\SFAMWLMO40323SMA.M
Title : SFAM@1.0
77 13.086 1834 1837 1840 rBV5 1475 1936 ©0.32% 0.055%
78 13.117 1840 1842 1844 rVV3 2135 2156 ©.35% 0.061%
79 13.153 1846 1848 1851 rvVB4 2010 1706 0.28% 0.048%
80 13.233 1858 1861 1862 rVB3 1550 1443 0.24% 0.041%
81 13.251 1862 1864 1866 rBV3 996 1197 ©0.20% 0.034%
82 13.281 1866 1869 1870 rvVvV3 2450 2549 0.42% 0.072%
83 13.324 1874 1876 1878 rBV3 1300 1195 ©0.19% 0.034%
84 13.391 1885 1887 1888 rBV2 1441 1451 0.24% 0.041%
85 13.470 1892 1900 1902 rBV9 6000 10662 1.74% 0.301%
86 13.556 1908 1914 1924 rVB 83129 140796 22.94% 3.980%
87 13.848 1955 1962 1970 rBV 82768 142929 23.29%  4.040%
88 13.989 1983 1985 1987 rBV3 1872 2378 ©0.39% 0.067%
89 14.062 1993 1997 2002 rVB2 7424 12839 2.09% 0.363%
990 14.208 2019 2021 2023 rVB3 2309 1833 0.30% 0.052%
91 14.287 2032 2034 2035 rBV2 1542 1310 0.21% 0.037%
92 14.482 2062 2066 2067 rBvV4 2562 2880 0.47% 0.081%
93 14.714 2102 2104 2109 rBVe 3946 4812 0.78% 0.136%
94 14.903 2132 2135 2138 rBV5 2017 2935 0.48% 0.083%
95 14.982 2147 2148 2150 rBV2 2206 1726 ©0.28% 0.049%
96 15.245 2189 2191 2192 rBV2 1855 1351 0.22% 0.038%
97 15.427 2217 2221 2226 rVB3 11195 18102 2.95% ©.512%
98 15.677 2257 2262 2263 rBVS5 2087 3790 0.62% 0.107%
99 16.232 2349 2353 2354 rBV4 2360 2905 0.47% 0.082%
100 16.537 2401 2403 2405 rVB3 2448 1343 0.22% 0.038%
Sum of corrected areas: 3537596
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40323SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VW025624.D\data.ms
1000000
800000
600000
400000
200000
2357 4,021
0 3.60m223.905\  4.43B1 448862 5.124 5.345.50765.765.905 66228 6.46GHEHBE
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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: VW025624.D\data.ms
1000000
800000
600000
400000
10.325
200000 8.276 8.843 9.276 11.629
7.654
10.038 10.928
OM_T/O,&{ 737 7.898 8.142 \8.44BHEH0 | |8.9520.1 999517&933:@5@31{120 103(9 %WMO
B e e = ‘ :
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 1050 11.00 1150
Abundance TIC: VW025624.D\data.ms
1000000
800000
600000
400000
200000
12.690 13.556 13.848
0 1mmmﬂmrmmig MMM@mwmmm@mm#mww w%mmw
T ‘ T T T T T ‘ T T ‘ T ‘ T
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16550
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40323SMA.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 unknown-01 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.062 1.35 ug/L 17457  Chlorobenzene-d5 11.629
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 m-Tolyl isothiocyanate 149 C8H7NS 000621-30-7 27
2 Benzenamine, 2,3,5,6-tetramethyl- 149 C1OH15N 002217-46-1 27
3 Ethylmercaptan, 1-(4-methoxymeth... 182 C10H140S 1000159-05-1 27
4 Benzene, 1-isothiocyanato-4-methyl- 149 C8H7NS 000622-59-3 27
5 Phthalic acid, hexyl 1-phenylpro... 368 C23H2804 1000324-39-2 27
Abundance Scan 1505 (11.062 min): VW025624.D\data.ms (-1500) ( m/z 149.00 100.00%
149.0
5000
75.1
Al bk
42.1 119. 11.00
0, uhn“mn Nﬂ‘\\ \“ \“} 18%}5\‘2\;"4‘1‘ T ‘2‘7‘\5‘6‘ “ m/Z 132.95 75.5900
miz-> 50 100 150 200 250
Abundance #27277: m-Tolyl isothiocyanate
149.0
91.0
5000
11.00
39.0 m/z 75.10 34.10%
O T \ “\H H \M T “\ h‘ “ T “\‘ T T l‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #27062: Benzenamine, 2,3,5,6-tetramethyl-
149.0
Ly [Pl
11.00
5000 m/z 61.10 16.46%
39.0 77.0 11‘7-0‘ |
O R I e I
miz—-> 50 100 150 200 250 A’WA (J\
Abundance #56523: Ethylmercaptan, 1-(4-methoxymethyl)phenyl- L ‘f
149.0 11.00
m/z 149.85 16.42%
5000 45.0 117.0
770‘
182.0
okl u‘ k M‘\H“ I S hi ) M\AAM‘ L g L
m/z--> 50 100 150 200 250 11.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40323SMA.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 4 unknown-02 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.928 1.38 ug/L 7769  1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,6-Dimethoxy-3,4-dihydro-1H-qui... 207 C11H13NO3 1010434-74-1 49
2 2-Methyl-5,5-diphenyl-4-(methylt... 280 C17H16N2S 024133-96-8 32
3 (E)-3-(3,4-Dimethoxyphenyl)prop-... 207 C11H13NO3 130973-10-3 27
4 1H-Indole, 1-methyl-2-phenyl- 207 C15H13N 003558-24-5 22
5 1H-Indole, 5-methyl-2-phenyl- 207 C15H13N 013228-36-9 22
Abundance Scan 1811 (12.928 min): VW025624.D\data.ms (-1808) ( m/z 207.05 100.00%
207.1
5000 m)\
46.1
935  149.0 o v M\Nﬂ Uy
TR N i
0 WLy i B AT L w2 46010 33.68%
miz--> 50 100 150 200 250
Abundance #83616: 5,6-Dimethoxy-3,4-dihydro-1H-quinolin-2-one
207.0 MMWM
5000 122.0 U
42.0
164.0 m/z 223.60  31.76%
77.0
O \m\ Hh} 1”\ ‘\ \“ ‘ ‘\ T T T ‘ T T T T ‘
miz--> 50 100 150 200 250
Abundance #173419: 2-Methyl-5,5-diphenyl-4-(methylthio)imidazole
207.0
165.0
Ul I
13.00
5000 m/z 36.20 27 .40%
82.0
| | e
o ‘W“ 1‘““J‘H“‘u‘
miz-> 50 100 150 200 250
Abundance #83611: (E)-3-(3,4-Dimethoxyphenyl)prop-2-enamide =
207.0 13.00
m/z 75.10 26.70%
5000
ol— “\'}? ‘\hw\‘ﬂ‘ Mm ‘\HL‘ Hh\' ‘\”M‘n‘h‘ }\‘h]"?Z ‘;‘ ‘ “ — il ‘ n‘ :
miz--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLM@40323SMA.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 7 Benzene, 1,3-bis(1,1-dimeth... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.427 3.21 ug/L 18102 1,4-Dichlorobenzene-d4 13.556
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 74
2 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 68
3 Benzene, 1,4-bis(1,1-dimethyleth... 190 C14H22 001012-72-2 59
4 Benzene, 1,3-bis(1,1-dimethyleth... 190 C14H22 001014-60-4 58
5 Benzenepropanal, 4-(1,1-dimethyl... 190 C13H180 018127-01-0 58
Abundance Scan 2221 (15.427 min): VW025624.D\data.ms (-2217) (¢ m/z 175.10 100.00%
175.1
5000 57.1
91.0 e
145.0
‘ il | ‘ | 2005 265 15.50
0 m,ml“_w by el | L LSO P mjz 57.10 42.90%
m/z--> 20 40 60 80 100 120140160 180200220 240260
Abundance #64884: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
5000 MMM
57.0 15 50
m/z 41.00 31.09%
0 \\\’2\9\\(\)“\H‘\“}h\\\‘ig\iﬁ\\}’g\ej\.ﬁT\\o‘\H!‘H‘H‘\\H’HH‘HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64886: Benzene, 1,3-bis(1,1-dimethylethyl)-
175.0
57.0 —r—
15.50
5000 m/z 39.00 20.24%
20 | oo |
Y S R A 0 v W NS
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64883: Benzene, 1,4-bis(1,1-dimethylethyl)- i ‘
175.0 15.50
m/z 176.20  18.70%
5000
57.0
R Rt A A A B e aamanna
m/z--> 20 40 60 80 100120140160180 200220240260 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe42123\
Data File : VWO25624.D

Acqg On : 21 Apr 2023 11:15
Operator : SY/MD

Sample : 02417-03RE

Misc : 5.66g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO40323SMA .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|
unknown-01 11.062 1.4 ug/L 17457 2 11.629 322721 25.0
unknown-02 12.928 1.4 ug/L 7769 3 13.556 140796 25.0
Benzene, 1,3-bi... 15.427 3.2 ug/L 18102 3 13.556 140796 25.0
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