LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019855.D

Acqg On : 10 Oct 2024 15:41
Operator : SY/MD

Sample : P4364-08

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

ALS Vvial : 16 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\82Y100924S.M

Title : SW846 8260

Signal : TIC: VY@19855.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 1.812 13 15 27 rvB2 4158 8931 14.53% 2.312%
2 1.989 42 44 49 rBV4 980 1277 2.08% 0.331%
3  2.056 52 55 56 rBV 2389 2216 3.60% ©.574%
4 2.074 56 58 61 rvv3 1821 1659 2.70% 0.429%
5 2.117 63 65 66 rBvV2 1696 1549 2.52% 0.401%
6 2.159 70 72 73 rVvv2 2170 1254 2.04% 0.325%
7 2.568 138 139 143 rVB2 710 929 1.51% 0.241%
8 2.598 143 144 148 rVWV3 1409 1883 3.06% 0.487%
9 2.641 148 151 155 rvv3 1219 2248 3.66% 0.582%
10 2.702 158 161 164 rVB2 698 857 1.39% 0.222%
11 2.867 186 188 193 rBV 1026 1234 2.01% 0.319%
12 2.988 205 208 210 rBV 1138 1029 1.67% 0.266%
13 3.117 227 229 231 rBV 1028 954 1.55% 0.247%
14 3.171 234 238 239 rBV2 1104 11606 1.89% 0.300%
15 3.879 353 354 359 rVB2 1252 1157 1.88% 0.300%
16 4.366 431 434 435 rVB2 1149 924 1.50% 0.239%
17 4.403 435 440 443 rBV2 733 1689 2.75% 0.437%
18 4.622 472 476 479 rVB3 763 996 1.62% 0.258%
19 4.964 531 532 535 rBV 946 915 1.49% 0.237%
20 5.025 539 542 544 rVB2 1014 995 1.62% 0.258%
21 5.086 549 552 555 rBV3 742 874 1.42% 0.226%
22 5.147 560 562 565 rvv 891 1320 2.15% 0.342%
23  5.195 568 570 573 rVB 1196 1030 1.68% 0.267%
24 5.421 602 607 609 rBv4d 761 1202 1.96% 0.311%
25 5.531 623 625 628 rVB2 795 894 1.45% 0.231%
26 5.622 636 640 641 rBvV2 945 861 1.40% 0.223%
27 5.744 658 660 663 rVB2 888 969 1.58% 0.251%
28 5.787 663 667 669 rBv2 728 961 1.56% 0.249%
29 6.134 721 724 725 rVB2 1150 884 1.44% 0.229%
30 6.207 732 736 738 rBvV2 700 1042 1.69% 0.270%
31 6.281 745 748 750 rBv2 1337 1633 2.66% 0.423%
32 6.488 781 782 785 rBV2 868 924 1.50% 0.239%
33 6.537 787 790 793 rw3 636 1069 1.74% 0.277%
34 6.671 809 812 814 rBvV2 800 991 1.61% 0.257%
35 6.701 814 817 820 rBv2 705 947 1.54% 0.245%
36 6.841 835 840 841 rBV3 1453 1467 2.39% 0.380%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019855.D

Acqg On : 10 Oct 2024 15:41
Operator : SY/MD

Sample : P4364-08

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

ALS Vvial : 16 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\82Y100924S.M
Title : SW846 8260
37 6.884 841 847 851 rvwv3 3518 8443 13.73%  2.186%
38 7.012 866 868 872 rvB2 1060 1397 2.27% 0.362%
39 7.408 931 933 935 rVB 1253 932 1.52% 0.241%
40 7.439 935 938 942 rBV 762 1363 2.22% 0.353%
41 7.567 956 959 960 rBvV 1022 895 1.46% ©0.232%
42 7.634 962 970 976 r\VW4 8476 21884 35.59% 5.665%
43 7.707 976 982 993 rvB2 20958 44962 73.13% 11.640%
44  8.061 1031 1040 1048 rVB7 8682 25192 40.97% 6.522%
45 8.616 1124 1131 1137 rBV 26162 53655 87.27% 13.890%
46 8.658 1137 1138 1141 rVB2 993 910 1.48% 0.236%
47  8.731 1147 1150 1153 rBV3 1139 1080 1.76% 0.280%
48 8.865 1171 1172 1174 rBV 1228 919 1.49% 0.238%
49 9.091 1206 1209 1213 rVB2 802 918 1.49% 0.238%
50 9.176 1221 1223 1226 rVB3 1232 1003 1.63% 0.260%
51 9.402 1257 1260 1261 rBvV2 1102 1066 1.73% 0.276%
52 9.646 1297 1300 1304 rVB2 725 1256 2.04% 0.325%
53 9.749 1316 1317 1322 rBvV2 884 1097 1.78% 0.284%
54 9.853 1329 1334 1336 rBV3 739 1085 1.76% 0.281%
55 9.987 1353 1356 1358 rBV 1150 1078 1.75% 0.279%
56 10.109 1369 1376 1384 rBV 33158 61483 100.00% 15.917%
57 10.164 1384 1385 1390 rvB2 961 1077 1.75% 0.279%
58 10.219 1390 1394 1395 rBV2 1158 1000 1.63% 0.259%
59 10.280 1401 1404 1407 rBv2 718 951 1.55% 0.246%
60 10.323 1407 1411 1412 rBV3 1036 1222 1.99% 0.316%
61 10.810 1489 1491 1493 rVB 1082 945 1.54% 0.245%
62 10.877 1500 1502 1506 rVB4 1261 1481 2.41% 0.383%
63 11.414 1584 1590 1596 rBV2 20666 35984 58.53% 9.316%
64 11.456 1596 1597 1601 rVB 1124 997 1.62% 0.258%
65 11.505 1603 1605 1609 rVB2 739 923 1.50% 0.239%
66 11.536 1609 1610 1614 rBV 793 867 1.41% 0.224%
67 11.627 1623 1625 1629 rVB2 1036 888 1.44% 0.230%
68 11.713 1634 1639 1642 rVB2 1012 1582 2.57% 0.410%
69 11.761 1645 1647 1651 rBV2 772 1281 2.08% 0.332%
70 12.249 1725 1727 1730 rVB2 887 859 1.40% 0.222%
71 12.279 1730 1732 1735 rBV2 802 1091 1.77% 0.282%
72 12.371 1745 1747 1748 rBV2 969 880 1.43% 0.228%
73 12.408 1748 1753 1763 rVB6 7912 15246 24.80% 3.947%
74 12.938 1835 1840 1841 rVB2 782 900 1.46% 0.233%
75 13.072 1858 1862 1865 rBV3 634 885 1.44% 0.229%
76 13.163 1873 1877 1879 rBV2 883 1145 1.86% 0.296%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019855.D

Acqg On : 10 Oct 2024 15:41
Operator : SY/MD

Sample : P4364-08

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

ALS Vvial : 16 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\82Y100924S.M
Title : SW846 8260
77 13.346 1902 1907 1911 rBVS 3495 5712 9.29% 1.479%
78 13.444 1920 1923 1926 rBV3 827 1115 1.81% ©.289%
79 13.889 1990 1996 2001 rVB6 913 2244 3.65% 0.581%
80 13.987 2007 2012 2017 rBvV4 605 1155 1.88% 0.299%
81 14.291 2059 2062 2066 rBV3 723 1050 1.71% 0.272%
82 14.364 2071 2074 2077 rBV3 853 912 1.48% 0.236%
83 14.529 2098 2101 2106 rVB5 759 1306 2.12% 0.338%
84 14.621 2115 2116 2118 rBV 850 894 1.45% 0.231%
85 15.078 2188 2191 2193 rVB2 1601 1634 2.66% 0.423%
86 15.108 2193 2196 2197 rBV2 1987 1613 2.62% 0.418%
87 15.206 2209 2212 2215 rBV3 1084 1221 1.99% 0.316%
88 15.370 2237 2239 2241 rBV3 1260 936 1.52% 0.242%
89 15.431 2246 2249 2250 rBV2 943 1089 1.77% 0.282%
90 15.535 2265 2266 2268 rVB 1444 921 1.50% ©.238%
91 15.864 2319 2320 2323 rVB3 1032 912 1.48% 0.236%
92 15.895 2323 2325 2326 rBV2 1192 1171 1.90% 0.303%
93 15.968 2335 2337 2339 rBV2 828 1048 1.70% 0.271%
94 16.181 2367 2372 2374 rVB4 1483 2753  4.48% 0.713%
95 16.206 2374 2376 2378 rBV3 1329 1342 2.18% ©.347%
96 16.267 2384 2386 2387 rBvV2 1013 878 1.43% 0.227%
97 16.315 2391 2394 2395 rBV3 1046 940 1.53% 0.243%
98 16.706 2456 2458 2462 rVB2 1824 1354 2.20% ©.351%
99 16.742 2462 2464 2467 rBvV4 1014 1156 1.88% 0.299%
100 16.779 2467 2470 2471 rBV2 971 1172 1.91% 0.303%
Sum of corrected areas: 386274
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019855.D

Acqg On : 10 Oct 2024 15:41
Operator : SY/MD

Sample : P4364-08

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

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.M
Quant Title : SW846 8260

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

Abundance TIC: VY019855.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019855.D

Acqg On : 10 Oct 2024 15:41
Operator : SY/MD

Sample : P4364-08

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

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.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 7 unknownl6.181 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.181 24.10 ug/l 2753 1,4-Dichlorobenzene-d4 13.352
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyl 3-chloro-2-hydroxypropyl... 252 C10H17C105 1000222-74-8 10
2 5-Nitro-2-(trifluoromethyl)pyrid... 207 C6H4F3N302 438564-36-4 5
3 6-(Pyrrolidin-1-yl)-1,2,4-triazo... 191 C7H9N7 1000284-76-5 5
4 3,5-Ethanoquinolin-10-one, decah... 207 C13H21NO 021041-42-9 5
5 5-(2-methoxyethylamino)-3H-1,3,4... 191 C5H9N30S2 731776-65-1 5

Abundance Scan 2372 (16.181 min): VY019855.D\data.ms (-2367) (- m/z 207.00 100.00%
207.0
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Abundance  #137293: Diethyl 3-chloro-2-hydroxypropylmalonate
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Abundance #84087: 5-Nitro-2-(trifluoromethyl)pyridin-4-amine
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Abundance #65975: 6-(Pyrrolidin-I-yl)-1,2,4-triazolo[4,3-b][1,2,4,5]tetr
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019855.D

Acqg On : 10 Oct 2024 15:41
Operator : SY/MD

Sample : P4364-08

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

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y100924S.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|

unknown16.181 16.181 24.1 ug/1 2753 4 13.352 5712 50.0
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