LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDo40523\
Data File : VD@75582.D

Acqg On : 05 Apr 2023 17:10
Operator : KP/SY

Sample : 02193-01

Misc : 5.14G/10.00m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\SFAMDLM@33123SMA.M
Title : SFAMO1.0

Signal : TIC: VDO75582.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.734 15 25 41 rBV 448831 930000 100.00% 15.154%
2 2.128 90 92 93 rBvV 1545 925 0.10% 0.015%
3 2.275 112 117 126 rVB 116191 166081 17.86% 2.706%
4 2.805 201 207 216 rVB 88820 161414 17.36% 2.630%
5 3.181 269 271 272 rBV 787 385 0.04% 0.006%
6 3.311 291 293 294 rBV 687 517 0.06% 0.008%
7 3.605 341 343 345 rVB 751 393 0.04% 0.006%
8 3.693 356 358 361 rW 436 514 0.06% 0.008%
9 3.922 387 397 409 rBV 91899 243446 26.18% 3.967%
10 4.005 409 411 414 rBV3 802 863 0.09% 0.014%
11  4.211 443 446 448 rBV 643 718 0.08% 0.012%
12 4,258 451 454 455 rBv2 695 550 0.06% 0.009%
13 4.269 455 456 457 rBV 1101 725 0.08% 0.012%
14 4.381 473 475 478 rBV2 705 577 0.06% 0.009%
15 4.446 484 486 489 rBv2 688 518 ©0.06% 0.008%
16 4.599 516 512 513 rBV2 761 617 0.07% 0.010%
17 4.640 517 519 520 rBV 554 413 0.04% 0.007%
18 4.805 539 547 556 rVB3 8270 25126 2.70%  0.409%
19 5.058 588 590 593 rvwv 685 855 0.09% 0.014%
20 5.116 597 600 601 rBV 662 435 0.05% 0.007%
21 5.152 605 606 608 rBv2 403 349 0.04% 0.006%
22 5.228 618 619 623 rBV2 530 605 0.07% 0.010%
23  5.258 623 624 628 rVv2 611 468 0.05% 0.008%
24 5.611 681 684 685 rBV 371 334 0.04% 0.005%
25 5.799 715 716 717 rBV 724 342 0.04% 0.006%
26 6.016 751 753 754 rBV2 514 324 0.03% 0.005%
27 6.081 763 764 766 rBv2 508 379 0.04% 0.006%
28 6.146 773 775 776 rBV2 436 325 0.03% 0.005%
29 6.193 781 783 784 rBV 522 339 0.04% 0.006%
30 6.240 789 791 794 rVB2 428 389 0.04% 0.006%
31 6.269 794 796 797 rVB 721 401 0.04% 0.007%
32 6.287 797 799 801 rBV 561 416 0.04% 0.007%
33 6.311 801 803 807 rvB2 916 1061 0.11% 0.017%
34 6.340 807 808 809 rBV 718 348 0.04% 0.006%
35 6.434 823 824 826 rvB2 873 382 0.04% 0.006%
36 6.458 826 828 829 rBV 550 351 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDo40523\
Data File : VD@75582.D

Acqg On : 05 Apr 2023 17:10
Operator : KP/SY

Sample : 02193-01

Misc : 5.14G/10.00m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\SFAMDLM@33123SMA.M
Title : SFAMO1.0
37 6.640 857 859 862 rvB2 795 821 0.09% 0.013%
38 6.828 888 891 895 rBv2 847 1091 0.12% ©0.018%
39 6.893 900 902 904 rVB 862 516 0.06% 0.008%
40 6.911 904 905 908 rBv2 441 495 0.05% 0.008%
41 6.993 909 919 924 rBvV2 18354 51245 5.51% 0.835%
42 7.187 949 952 956 rVB2 573 644 0.07% 0.010%
43 7.452 995 997 998 rBvV 515 318 0.03% 0.005%
44  7.569 1006 1017 1033 rVV 115012 303249 32.61% 4.941%
45 7.769 1049 1051 1053 rVB 666 405 0.04% 0.007%
46  7.793 1053 1055 1056 rBvV2 417 351 0.04% 0.006%
47 7.810 1056 1058 1061 rVB2 675 647 0.07% 0.011%
48 7.840 1061 1063 1067 rBvV2 585 773 0.08% 0.013%
49 7.952 1080 1082 1085 rVB2 863 850 0.09% 0.014%
50 7.975 1085 1086 1089 rBV2 686 530 0.06% 0.009%
51 8.075 1102 1103 1106 rBV 729 504 0.05% 0.008%
52 8.205 1116 1125 1139 rBV2 234335 705570 75.87% 11.497%
53 8.393 1155 1157 1158 rBvV2 556 500 ©0.05% 0.008%
54 8.469 1168 1170 1171 rBV 569 340 0.04% 0.006%
55 8.534 1178 1181 1182 rBV 578 458 0.05% 0.007%
56 8.605 1190 1193 1195 rBV2 623 577 0.06% 0.009%
57 8.781 1214 1223 1232 rBV 198619 406334 43.69% 6.621%
58 8.899 1241 1243 1248 rBV2 743 955 0.10% 0.016%
59 8.934 1248 1249 1252 rBV2 689 569 0.06% 0.009%
60 9.005 1260 1261 1266 rVB2 820 991 0.11% 0.016%
61 9.116 1278 1280 1282 rBV2 793 471 ©0.05% ©0.008%
62 9.210 1286 1296 1306 rBV 154268 320283 34.44% 5.219%
63 9.410 1328 1330 1331 rBV2 562 336 0.04% 0.005%
64  9.487 1342 1343 1345 rBV 663 611 ©0.07% 0.010%
65 9.534 1349 1351 1352 rBV2 428 316 ©0.03% 0.005%
66 9.646 1368 1370 1372 rVB 852 615 ©0.07% 0.010%
67 9.663 1372 1373 1374 rBV 758 438 0.05% 0.007%
68 9.757 1387 1389 1391 rBV2 723 676 0.07% 0.011%
69 9.904 1412 1414 1415 rBV 586 432 0.05% 0.007%
70 9.981 1419 1427 1436 rVB 85307 159746 17.18% 2.603%
71 10.269 1469 1476 1484 rBV 329695 587296 63.15% 9.570%
72 10.528 1513 1520 1527 rVB 61837 105178 11.31% 1.714%
73 10.663 1538 1543 1551 rVB3 7916 14304 1.54% 0.233%
74 10.881 1574 1580 1588 rBV 71589 122489 13.17%  1.996%
75 11.028 1600 1605 1614 rVB2 23138 40841 4.39% 0.665%
76 11.251 1641 1643 1647 rVB2 915 635 0.07% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VDo40523\
Data File : VD@75582.D

Acqg On : 05 Apr 2023 17:10
Operator : KP/SY

Sample : 02193-01

Misc : 5.14G/10.00m1/MSVOA_D/SOIL

ALS Vvial : 10 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 D\Method\SFAMDLM@33123SMA.M
Title : SFAM@1.0
77 11.299 1649 1651 1652 rVB2 697 393 0.04% 0.006%
78 11.316 1652 1654 1655 rBV2 712 598 0.06% ©0.010%
79 11.581 1692 1699 1711 rVB 306083 525529 56.51% 8.563%
80 11.722 1722 1723 1725 rVB 866 536 0.06% 0.009%
81 11.746 1725 1727 1728 rBV 503 382 0.04% 0.006%
82 11.863 1745 1747 1749 rBV2 634 721 0.08% 0.012%
83 11.975 1765 1766 1769 rBV2 765 702 0.08% 0.011%
84 12.051 1777 1779 1780 rBV 652 365 0.04% 0.006%
85 12.098 1785 1787 1788 rBV 596 490 0.05% 0.008%
86 12.516 1856 1858 1859 rBV 508 350 0.04% 0.006%
87 12.651 1874 1881 1890 rVB 165379 276005 29.68% 4.497%
88 12.728 1892 1894 1895 rBV 737 510 0.05% 0.008%
89 12.910 1922 1925 1929 rVB2 2230 2757 0.30% 0.045%
99 13.104 1956 1958 1959 rBV 917 465 0.05% 0.008%
91 13.410 2009 2010 2012 rBV2 906 744 0.08% 0.012%
92 13.516 2022 2028 2037 rVB 281889 462910 49.78% 7.543%
93 13.816 2072 2079 2086 rBV 291549 482031 51.83% 7.855%
94 13.910 2093 2095 2097 rBV2 698 503 0.05% 0.008%
95 13.975 2102 2106 2109 rBV2 1000 1316 ©0.14% 0.021%
96 14.122 2129 2131 2133 rBV2 659 584 0.06% 0.010%
97 14.875 2257 2259 2261 rBV2 1094 1222  0.13% 0.020%
98 15.087 2294 2295 2296 rBV 1254 819 0.09% 0.013%
99 15.769 2410 2411 2412 rBV 1381 738 0.08% 0.012%
100 15.851 2423 2425 2427 rBV 1273 948 0.10% 0.015%
Sum of corrected areas: 6136903
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD040523\

: VDO75582.D

: 05 Apr 2023 17:10

: KP/SY

: 02193-01

: 5.14G/10.00m1/MSVOA_D/SOIL
. 10

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@33123SMA.M

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VD075582.D\data.ms
1.734
400000
300000
200000
2.275
100000 2.805 3.922
o L 2.128 3.181311 3.60693 | 4,0054228%88185600¢-805 5 e 5.6115.799 6.6 6
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
Time-> 1.60 1.80 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
Abundance TIC: VD075582.D\data.ms
400000
10.269
11.581
300000
8.205
200000 8.781
9.210
7.569
100000 9.981
10528 10.881
6.993 11.028
oL, 6683 7187 7.45 mmmm 8. mns 616\ _9.9UBEERS59.9 0.663 1 1P FB 1.7
Time--> 7.00 7.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VD075582.D\data.ms
400000
300000 13516 13.816
200000
12.651
100000
oJAGRGEIED9S  12.5142.7282.9103.104 1341 13.9075.122 14.8795.087 15186951
T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T 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_D\Data\VD@40523\
Data File : VD@75582.D

Acqg On : 05 Apr 2023 17:10
Operator : KP/SY

Sample : 02193-01

Misc : 5.14G/10.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@33123SMA.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 3 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.028 1.94 ug/L 40841 Chlorobenzene-d5 11.581
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole-3-thiol 149 C8H7NS 000480-94-4 25
2 4-Ethylbenzoic acid, 2,2-dimethy... 220 C14H2002 1000293-49-5 23
3 4-tEthylbenzoic acid, 2-ethylhexy... 262 C17H2602 1000293-49-9 17
4 Pyridine, 2-methyl-5-(1-methylet... 133 C9H11N 056057-93-3 16
5 Phthalic acid, pent-4-enyl undec... 388 C24H3604 1000360-47-0 12
Abundance Scan 1605 (11.028 min): VD075582.D\data.ms (-1600) (- | m/z 149.00 100.00%
149.0
5000
o %0 — |
b, o) | 100

Ol Lt e e e m/z 13300 80.84%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #27275: 1H-Indole-3-thiol

149.0
5000 o :
117.0 11.00
770 m/z 75.00 21.19%
w0
0\‘H\\"\‘\“\\“‘\\‘\‘{“\\h\h\‘\‘\\\h"‘\\\\‘\‘H‘\H\‘H\\’\\\\‘\\H‘\H\

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #98994: 4-Ethylbenzoic acid, 2,2-dimethylpropyl ester

133.0
0 I
11.00
5000 m/z 150.20 15.82%
a0 790 1050
ool b o 880 2200
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #150904: 4-Ethylbenzoic acid, 2-ethylhexyl ester — ‘
133.0 11.00
70.0 m/z 56.00 14.49%
5000
41.0 105.
a1 O Y — LiL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_D\Data\VD@40523\
Data File : VD@75582.D

Acqg On : 05 Apr 2023 17:10
Operator : KP/SY

Sample : 02193-01

Misc : 5.14G/10.00m1/MSVOA_D/SOIL

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_D\Method\SFAMDLM@33123SMA.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 11.028 1.9 ug/L 40841 2 11.581 525529 25.0
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