LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032025\
Data File : VY021580.D

Acqg On : 20 Mar 2025 14:24
Operator : SY/MD

Sample : Q1606-05

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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\82Y030425S.M

Title : SW846 8260

Signal : TIC: VY@21580.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.001 44 46 49 rBvV2 703 567 1.58% 0.225%
2 2.074 52 58 60 rBV3 3201 6285 17.50% 2.491%
3 2.123 64 66 68 rvv3 1877 1913 5.33% 0.758%
4 2.391 108 110 115 rBV4 716 694 1.93% 0.275%
5 2.525 131 132 135 rVvB3 807 641 1.78% 0.254%
6 2.604 144 145 148 rBV3 966 985 2.74% 0.390%
7 2.958 199 203 204 rBV2 482 479 1.33% 0.190%
8 3.056 217 219 222 rVB3 653 688 1.92% 0.273%
9 3.141 231 233 236 rVB2 502 540 1.50% 0.214%
10 3.177 236 239 242 rBv4 511 675 1.88% 0.268%
11  3.202 242 243 248 rVB2 703 712 1.98% 0.282%
12 3.360 265 269 272 rBV2 508 633 1.76% 0.251%
13 4.403 439 440 442 rBV2 523 509 1.42% 0.202%
14 4.586 467 470 473 rBV3 616 954 2.66% 0.378%
15 4.671 481 484 486 rVB2 655 599 1.67% 0.237%
16 4.702 486 489 491 rBV3 454 542 1.51% 0.215%
17 5.269 580 582 585 rBV3 514 541 1.51% 0.214%
18 5.397 600 603 604 rBv 496 508 1.41% 0.201%
19 5.482 615 617 620 rBV2 600 552 1.54% 0.219%
20 5.519 620 623 627 rBv2 489 814 2.27% 0.323%
21 5.659 645 646 649 rVB 757 602 1.68% 0.239%
22 5.701 651 653 657 rvB2 448 593 1.65% 0.235%
23 5.750 657 661 662 rBV3 491 557 1.55% 0.221%
24 5.903 680 686 690 rVB3 417 1080 3.01% 0.428%
25 5.945 690 693 695 rBv3 398 600 1.67% ©0.238%
26 5.982 697 699 702 rVB3 541 553 1.54% 0.219%
27 6.226 737 739 741 rVB 659 601 1.67% ©0.238%
28 6.256 741 744 745 rBV 501 542 1.51% 0.215%
29 6.579 793 797 799 rVB2 462 577 1.61% 0.229%
30 6.616 799 803 805 rBvV2 431 731  2.04% 0.290%
31 6.823 834 837 840 rBv3 449 654 1.82% ©0.259%
32 6.896 847 849 851 rBV3 665 688 1.92% 0.273%
33 7.073 875 878 882 rvB3 457 493 1.37% 0.195%
34 7.134 884 888 890 rBv2 495 596 1.66% 0.236%
35 7.189 896 897 902 rvB3 502 636 1.77% 0.252%
36 7.256 905 908 912 rVB3 440 547 1.52% 0.217%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032025\
Data File : VY021580.D

Acqg On : 20 Mar 2025 14:24
Operator : SY/MD

Sample : Q1606-05

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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\82Y030425S.M
Title : SW846 8260
37 7.396 928 931 935 rVB 497 616 1.71% ©0.244%
38 7.439 935 938 939 rBv2 604 710  1.98% 0.281%
39 7.494 945 947 950 rVB 672 605 1.68% 0.240%
40 7.530 950 953 958 rVB2 473 816 2.27% 0.323%
41 7.634 961 970 976 rVv4 5209 13322 37.09% 5.281%
42 7.707 976 982 993 rVB2 11324 27926 77.74% 11.070%
43 7.799 993 997 998 rBV2 684 615 1.71% 0.244%
44  7.939 1015 1020 1024 rBV3 397 666 1.85% 0.264%
45  8.055 1033 1039 1047 rVB5 4223 11066 30.81% 4.387%
46 8.555 1118 1121 1124 rVB2 590 707 1.97% 0.280%
47 8.616 1124 1131 1139 rBV2 14826 31423 87.48% 12.456%
48 8.762 1154 1155 1160 rBV3 548 612 1.70% ©0.243%
49 8.890 1173 1176 1178 rVB2 661 537 1.49% 0.213%
50 8.933 1178 1183 1184 rBV3 556 649 1.81% ©0.257%
51 8.969 1187 1189 1197 rVB5 408 689 1.92% 0.273%
52 9.134 1212 1216 1219 rVB2 598 895 2.49% 0.355%
53 9.286 1238 1241 1243 rBv2 559 542 1.51% 0.215%
54 9.329 1246 1248 1250 rVB 657 580 1.61% 0.230%
55 ~9.378 1250 1256 1258 rBV3 718 1054 2.93% 0.418%
56 9.731 1311 1314 1317 rVB3 538 735 2.05% 0.291%
57 9.762 1317 1319 1321 rBV2 652 584 1.63% 0.232%
58 9.963 1347 1352 1353 rBV2 466 667 1.86% 0.264%
59 9.999 1355 1358 1362 rVV3 905 1328 3.70% 0.526%
60 10.036 1362 1364 1367 rVB3 537 600 1.67% ©0.238%
61 10.109 1369 1376 1381 rVV 19765 35920 100.00% 14.239%
62 10.170 1381 1386 1394 rVB 11478 20754 57.78% 8.227%
63 10.384 1420 1421 1425 rBV3 582 759 2.11% 0.301%
64 10.499 1436 1440 1442 rBV3 399 615 1.71% ©0.244%
65 11.079 1530 1535 1537 rBV4 392 529 1.47% 0.210%
66 11.225 1556 1559 1562 rVB3 461 657 1.83% 0.260%
67 11.359 1578 1581 1582 rVB 509 480 1.34% 0.190%
68 11.420 1582 1591 1597 rBV 15269 26964 75.07% 10.689%
69 11.542 1609 1611 1615 rVB 556 486 1.35% 0.193%
70 11.627 1623 1625 1630 rBvV2 557 823 2.29% 0.326%
71 11.877 1663 1666 1667 rBV 356 501 1.39% 0.199%
72 12.066 1695 1697 1699 rBV2 432 505 1.41% 0.200%
73 12.255 1725 1728 1729 rVB2 504 492 1.37% 0.195%
74 12.408 1748 1753 1760 rBV4 6839 11942 33.25% 4.734%
75 12.529 1770 1773 1778 rVB2 461 847 2.36% 0.336%
76 12.682 1795 1798 1801 rVB3 617 607 1.69% 0.241%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032025\
Data File : VY021580.D

Acqg On : 20 Mar 2025 14:24
Operator : SY/MD

Sample : Q1606-05

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 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\82Y030425S.M
Title : SW846 8260
77 13.188 1875 1881 1885 rVB2 506 1021 2.84%  0.405%
78 13.261 1891 1893 1895 rBV2 622 594 1.65% ©0.235%
79 13.285 1895 1897 1900 rVB 592 743 2.07% 0.295%
80 13.346 1903 1907 1912 rvVv2 4077 6868 19.12% 2.723%
81 13.694 1962 1964 1967 rVB2 571 494  1.38% 0.196%
82 14.255 2053 2056 2058 rBV3 358 537 1.49% 0.213%
83 14.651 2118 2121 2123 rVB3 476 490 1.36% 0.194%
84 14.773 2137 2141 2144 rVB2 546 685 1.91% 0.272%
85 14.816 2144 2148 2149 rBV3 466 616 1.71% 0.244%
86 15.084 2189 2192 2194 rBV3 563 628 1.75% 0.249%
87 15.157 2201 2204 2205 rVB2 619 531 1.48% 0.210%
88 15.370 2238 2239 2243 rBV 458 578 1.61% ©.229%
89 15.450 2250 2252 2255 rBV2 794 768 2.14% 0.304%
990 15.572 2268 2272 2275 rBV3 622 872 2.43% 0.346%
91 15.608 2275 2278 2280 rVVv2 584 603 1.68% ©0.239%
92 15.901 2324 2326 2328 rVB 676 501 1.39% 0.199%
93 16.065 2350 2353 2354 rVB2 674 551 1.53% ©0.218%
94 16.084 2354 2356 2358 rBV3 494 565 1.57% 0.224%
95 16.279 2384 2388 2390 rBvV4 561 659 1.83% 0.261%
96 16.334 2395 2397 2400 rVB3 927 597 1.66% 0.237%
97 16.437 2410 2414 2417 rVB2 449 711  1.98% 0.282%
98 16.498 2423 2424 2427 rBV2 715 594 1.65% ©0.235%
99 16.748 2462 2465 2467 rVB3 735 848 2.36% 0.336%
100 16.779 2467 2470 2471 rBV2 592 505 1.41% 0.200%
Sum of corrected areas: 252265
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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_Y\Data\VY032025\

: VY021580.D

: 20 Mar 2025 14:24

: SY/MD

: Q1606-05

: 5.02g/5.0mL/MSVOA_Y/SOIL/A
: 9 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030425S.M
: SW846 8260

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VY021580.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY@32025\
Data File : VY021580.D

Acqg On : 20 Mar 2025 14:24
Operator : SY/MD

Sample : Q1606-05

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030425S.M
Quant Title : SW846 8260

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 1 wunknown2.074 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.074 11.25 ug/l 6285  Pentafluorobenzene 7.707

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Mercaptotetrazole 102 CH2N4S 1000430-62-6 10
2 Acetaldehyde 44 C2H40 000075-07-0 5
3 Pterin-6-carboxylic acid 207 C7H5N503 000948-60-7 5
4 N-Desmethyltapentadol 207 C13H21NO 1246819-18-0 5
5 Ethyl hydrogen oxalate 118 C4H604 000617-37-8 4

Abundance  Scan 58 (2.074 min): VY021580.D\data.ms (-52) (-) 44.00 100.00%

44.0
5000 Lm
e AR
| ‘ 76.8 10971 164.2 188.1 1.80 2.00 2.20 2.40
Ol Ly T w/z se.ee  33.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5069: 5-Mercaptotetrazole
44.0
18.0
5000 ‘\\\\’\\\\’\\\\‘\\\\
102.0 1.80 2.00 2.20 2.40
m/z 52.00 21.13%
‘ 74.0
O ‘\\‘\H“\\M\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #81: Acetaldehyde
i, )
R
1.80 2.00 2.20 2.40
5000 m/z 35.80 15.87%
S
m/z--> 20 40 60 80 100 120 140 160 180 200 m
Abundance #84123: Pterin-6-carboxylic acid ““‘,““,““““‘
44.0 1.80 2.00 2.20 2.40
m/z 40.00 12.33%
5000
163.0

105.0 1310

m/z--> 20 40 60 80 100 120 140 160 180 200 1.80 2.00 2.20 2.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY032025\
Data File : VY021580.D

Acqg On : 20 Mar 2025 14:24
Operator : SY/MD

Sample : Q1606-05

Misc : 5.02g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y030425S.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|

unknown2.074 2.074 11.3 ug/1 6285 1 7.767 27926 50.0
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