LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100124\
Data File : VY019752.D

Acq On : 01 Oct 2024 19:31
Operator : SY/MD

Sample : P4236-10

Misc : 5.04g/5.06mL/MSVOA_Y/SOIL/A

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y090924S .M

Title : SW846 8260

Signal : TIC: VY@19752.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.903 28 30 33 rvw2 734 855 3.33% 0.384%
2 1.934 33 35 41 rVB3 902 1263 4.91% 0.568%
3 2.080 50 59 60 rBV5 4323 8902 34.63% 4.000%
4 2.885 187 191 193 rBV3 823 997 3.88% 0.448%
5 3.269 250 254 259 rBV3 838 1462 5.69% 0.657%
6 3.452 282 284 286 rBV 1064 933 3.63% 0.419%
7 3.568 300 303 306 rVB3 805 858 3.34% 0.386%
8 3.598 306 308 311 rBV2 722 765 2.98% 0.344%
9 3.665 318 319 323 rVB3 744 811 3.15% 0.364%
10 3.739 328 331 335 rBV3 829 1438 5.59% 0.646%
11 3.793 335 340 342 rBv4 844 1454 5.66% 0.653%
12 3.854 346 350 351 rBvV 1483 1659 6.45% 0.746%
13 3.867 351 352 357 rVB2 1638 1440 5.60% 0.647%
14 4.330 426 428 432 rBV2 693 1204 4.68% 0.541%
15 4.568 462 467 469 rVB3 569 938 3.65% 0.422%
16 4.616 471 475 480 rVV5 825 1423 5.54% 0.639%
17 4.842 508 512 518 rVB3 1127 2389 9.29% 1.074%
18 4.897 518 521 524 rBV3 869 1365 5.31% 0.613%
19 4.946 524 529 532 rBV2 627 1149 4.47% 0.516%
20 4.970 532 533 538 rBV3 686 855 3.33% 0.384%
21 5.104 551 555 557 rW3 633 793 3.08% 0.356%
22 5.196 569 570 573 rBV3 753 822 3.20% 0.369%
23 5.311 586 589 592 rBv4 804 823 3.20% 0.370%
24 5.799 666 669 673 rBv2 840 1119 4.35% 0.503%
25 5.897 683 685 687 rBv 817 810 3.15% 0.364%
26 6.128 721 723 726 rVB3 718 917 3.57% 0.412%
27 6.177 729 731 733 rVB2 838 843 3.28% 0.379%
28 6.214 733 737 740 rBv3 790 1300 5.06% 0.584%
29 6.293 747 750 756 rVwv3 738 1108 4.31% 0.498%
30 6.653 807 809 812 rBV2 786 1047 4.07% 0.471%
31 6.884 839 847 849 rBV2 1671 3417 13.29% 1.536%
32 6.945 855 857 860 rVB2 1179 827 3.22% 0.372%
33 7.250 904 907 910 rVB4 973 1126 4.38% 0.506%
34 7.287 910 913 916 rBV4 534 852 3.31% 0.383%
35 7.342 919 922 924 rBV2 983 909 3.54% 0.408%
36 7.634 963 970 975 rVV5 3819 9041 35.17% 4.063%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100124\
Data File : VY019752.D

Acq On : 01 Oct 2024 19:31
Operator : SY/MD

Sample : P4236-10

Misc : 5.04g/5.06mL/MSVOA_Y/SOIL/A

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y090924S .M
Title . SW846 8260
37 7.713 975 983 991 rVB7 5513 14167 55.11% 6.366%
38 8.061 1035 1040 1048 rVV4 4603 11310 44.00% 5.083%
39 8.146 1051 1054 1056 rVB2 1083 1230 4.78% ©.553%
40 8.171 1056 1058 1061 rBV2 967 1287 5.01% ©.578%
41 8.299 1075 1079 1081 rBV3 1353 1802 7.01% 0.810%
42 8.616 1126 1131 1138 rVV 10246 19322 75.16% 8.683%
43 8.719 1145 1148 1150 rBvV2 729 765 2.98% 0.344%
44 8.914 1177 1180 1183 rVB2 551 789 3.07% 0.355%
45 8.969 1186 1189 1193 rVvVv4 493 959 3.73% 0.431%
46 9.134 1211 1216 1219 rBV3 584 1009 3.93% 0.453%
47  9.353 1249 1252 1255 rVB2 740 940  3.66% ©0.422%
48 9.512 1272 1278 1281 rVB3 723 1134 4.41% ©.510%
49  9.792 1323 1324 1330 rVB 680 1008 3.92% ©.453%
50 9.853 1330 1334 1337 rBV3 842 1501 5.84% 0.675%
51 10.109 1369 1376 1384 rVB 12937 25707 100.00% 11.552%
52 10.189 1384 1389 1391 rBV4 660 1073 4.17% ©.482%
53 10.506 1437 1441 1443 rBV2 732 859 3.34% 0.386%
54 10.536 1443 1446 1449 rBV3 605 916 3.56% 0.412%
55 10.585 1452 1454 1459 rBV4 485 919 3.57% 0.413%
56 10.719 1472 1476 1477 rVB2 815 932 3.63% 0.419%
57 10.743 1477 1480 1481 rBV3 920 895 3.48% 0.402%
58 11.085 1535 1536 1540 rBV3 849 1153 4.49% 0.518%
59 11.134 1542 1544 1547 rVV 611 803 3.12% 0.361%
60 11.201 1547 1555 1558 rVB4 678 1261 4.91% 0.567%
61 11.414 1584 1590 1597 rVB 10076 17222 66.99% 7.739%
62 11.981 1679 1683 1687 rVB4 795 1209 4.70% 0.543%
63 12.127 1705 1707 1710 rBV3 640 808 3.14% 0.363%
64 12.335 1739 1741 1745 rBvV2 983 1650 6.42% 0.741%
65 12.408 1747 1753 1761 rVV4 4621 9197 35.78% 4.133%
66 12.584 1780 1782 1784 rBV 685 791 3.08% 0.355%
67 12.694 1799 1800 1802 rBv2 919 793 3.08% 0.356%
68 13.048 1855 1858 1861 rVB4 725 946 3.68% 0.425%
69 13.206 1882 1884 1886 rBv2 715 809 3.15% 0.364%
70 13.347 1899 1907 1915 rBV4 3195 5522 21.48% 2.481%
71 13.517 1933 1935 1938 rBV3 773 913 3.55% 0.410%
72 13.682 1961 1962 1966 rBV4 693 794 3.09% 0.357%
73 13.755 1971 1974 1976 rBV3 870 1018 3.96% 0.457%
74 13.871 1990 1993 1996 rBV4 1063 1328 5.17% 0.597%
75 13.938 1999 2004 2008 rBV4 1235 2164 8.42% 0.972%
76 14.115 2030 2033 2034 rBV2 1138 916  3.56% 0.412%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100124\
Data File : VY019752.D

Acq On : 01 Oct 2024 19:31
Operator : SY/MD

Sample : P4236-10

Misc : 5.04g/5.06mL/MSVOA_Y/SOIL/A

ALS Vial : 18 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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_Y\methods\82Y090924S .M
Title : SW846 8260
77 14.237 2052 2053 2057 rVB3 806 861 3.35% ©0.387%
78 14.292 2060 2062 2064 rBV2 898 894 3.48% 0.402%
79 14.401 2076 2080 2085 rVB5 711 1361 5.29% 0.612%
80 14.499 2092 2096 2097 rBV3 838 922 3.59% 0.414%
81 14.700 2126 2129 2130 rBV3 787 809 3.15% 0.364%
82 14.749 2134 2137 2138 rvv2 846 931 3.62% 0.418%
83 14.840 2149 2152 2157 rBV4 796 1414 5.50% 0.635%
84 14.993 2176 2177 2180 rVV3 1321 906 3.52% 0.407%
85 15.041 2184 2185 2189 rVB3 993 780 3.03% 0.351%
86 15.078 2189 2191 2195 rBV3 713 1343 5.22% 0.604%
87 15.139 2200 2201 2203 rVV 1412 1046 4.07% 0.470%
88 15.182 2206 2208 2210 rVV3 1214 959 3.73% 0.431%
89 15.224 2210 2215 2216 rVB3 1003 1046 4.07% 0.470%
90 15.316 2229 2230 2234 rVB2 775 887 3.45% ©0.399%
91 15.633 2279 2282 2285 rVB3 957 1277 4.97% ©.574%
92 15.657 2285 2286 2290 rBV3 1169 1953 7.60% ©.878%
93 15.956 2334 2335 2338 rVB2 1109 1172 4.56% ©.527%
94 15.992 2338 2341 2344 rBV4 1793 2427 9.44%  1.091%
95 16.066 2351 2353 2356 rVB4 855 780 3.03% 0.351%
96 16.206 2374 2376 2379 rVB4 773 1026 3.99% 0.461%
97 16.285 2388 2389 2392 rBV3 992 979 3.81% ©0.440%
98 16.328 2392 2396 2398 rVB4 894 988 3.84% 0.444%
99 16.498 2422 2424 2427 rVB2 1056 979 3.81% 0.440%
100 16.608 2439 2442 2444 rBV3 989 1052 4.09% 0.473%
Sum of corrected areas: 222527

82Y090924S.M Wed Oct 02 17:11:58 2024 Page: 3



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_Y\Data\VY100124\

: VY@19752.D

: 01 Oct 2024 19:31

: SY/MD

. P4236-10

: 5.04g/5.0mL/MSVOA_Y/SOIL/A

18 Sample Multiplier: 1

Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VY019752.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100124\
Data File : VY019752.D

Acqg On : 01 Oct 2024 19:31
Operator : SY/MD

Sample : P4236-10

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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

ok 3k ok ok oK ok oK ok K ok K ok K oK ok ok oK ok oK ok oK ok oK ok K ok K ok K ok 3 ok 3 oK 3 oK 3k oK ok K ok ok ok ok ok ok K ok 3 ok 3k ok koK sk oK sk Kk ok Rk ok

Peak Number 1 unknown2.080 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.080 31.42 ug/1 8902 Pentafluorobenzene 7.713

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Cyclohexyl-1-methyl-1-(2-pheny... 260 C16H24N20 1024470-80-1 38
2 Atomoxetine 255 C17H21NO 083015-26-3 9
3 4-Fluorohistamine 129 C5H8FN3 049872-60-8 9

4 1-Adamantanemethylamine, .alpha.... 179 C12H21N 013392-28-4 9
5 Hydroxyurea 76 CH4N202 000127-07-1 7

Abundance  Scan 59 (2.080 min): VY019752.D\data.ms (-50) (-) m/z 44.00 100.00%

44.0
5000
2072 1‘2‘2‘22‘4
| 77.2 106.9 ‘ .80 2.00 2.20 2.40 ;
O v Pl T e m/z 43.00 16.35%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #148375: 3-Cyclohexyl-1-methyl-1-(2-phenylethyl)urea
44.0
5000 ‘\\\W\\\\‘\\\\‘\\\\
1.80 2.00 2.20 2.40
m/z 45.00 13.72%
105.0 169.0
080 . 170771840 260.
T e e e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance

pall e

1.80 2.00 2.20 2.40
5000 m/z 40.10 12.71%

\H\H\\H\‘\H\‘\H\‘\H\‘HH‘HH‘HH‘HH\\H\\H\\H\\
m/z-->
Abundance #14721: 4-Fluorohistamine R

m/z 56.30 10.19%

ettt e——— T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100124\
Data File : VY019752.D

Acqg On : 01 Oct 2024 19:31

Operator : SY/MD

Sample : P4236-10

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 18 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
: SW846 8260

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

5k 5k 3 5k ok 3 5k 5k 5k 3k 5k ok 5 5k 5k 3 3k 5k %k 3k 5k 5k 5k 5k 5k 3k 5k 5k ok 3k 5k 5k 3k 3k 5k 5k 5k 5k ok 5k 5k 5k 5k 3k 5k ok 3k 5k ok 5k 5k 5k %k 5k ok ok 5k 5k ok %k %k >k ok k kK Kk k
Peak Number 9 unknownl5.657 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.657 17.68 ug/1 1953 1,4-Dichlorobenzene-d4 13.347
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Chloro-8-methoxy-3-methylquino...
2 4-Chloro-3-(trifluoromethyl)benz...
3 Cyclotrisiloxane, hexamethyl-

4 Tris(tert-butyldimethylsilyloxy)...

207 C11H1eC1NO
208 C8H4C1F30
222 (C6H1803Si3
468 C18H45As03Si3
342 C9H27As03Si3

132118-31-1 12
034328-46-6 9
000541-05-9 9
1000366-57-5 9
055429-29-3 9

5 Arsenous acid, tris(trimethylsil...

Abundance Scan 2286 (15.657 min): VY019752.D\data.ms (-2285) (- m/z 44.00 100.00%
44.0
207.1
5000
96.0 281. — —
‘ ‘ ‘ ‘ 15.50 16.00
0 e T m/z 40.00 57.00%
m/z--> 50 100 150 200 250
Abundance #83516: 2-Chloro-8-methoxy-3-methylquinoline
207.0
5000 T T
177.0 15.50 16.00
51.0 142.0 o
101.1 m/z 207.10 54.30%
oL— h\w\“ ‘H‘\“m‘ \HL \‘H\ “h‘ ‘\‘ \‘ “\‘ H . “ — —
m/z--> 50 100 150 200 250
Abundance
207.0
T ‘ T T ‘ T
15.50 16.00
5000 m/z 208.10 28.50%
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z-->
Abundance #102257: Cyclotrisiloxane, hexamethyl- I ‘
m/z 281.30  21.38%
\‘\ T T T T T T “\ ‘\ \‘\ ‘ \‘\ ‘\ \“‘ ‘\ T T T T T T T
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY100124\
Data File : VY019752.D

Acq On : 01 Oct 2024 19:31
Operator : SY/MD

Sample : P4236-10

Misc : 5.04g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y090924S.M
Quant Title : SW846 8260

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown2.080 2.080 31.4 ug/l 8902 1 7.713 14167 50.0
unknown15.657 15.657 17.7 ug/l 1953 4 13.347 5522 50.0
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