LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019851.D

Acqg On : 10 Oct 2024 14:07
Operator : SY/MD

Sample : P4364-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 12 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@19851.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.281 88 92 94 rBV 2411 2348 49.95%  2.884%
2 2.531 130 133 134 rBV2 1120 1102 23.44% 1.354%
3 2.611 145 146 149 rVB2 940 792 16.85% 0.973%
4 2.794 175 176 181 rvB3 836 808 17.19% ©.993%
5 2.958 201 203 208 rvB3 1344 2020 42.97% 2.481%
6 3.001 208 210 211 rBV 1057 933 19.85% 1.146%
7 3.318 260 262 266 rVB2 953 1072 22.80% 1.317%
8 3.367 266 270 271 rBvV4 812 1071 22.78% 1.316%
9 3.781 331 338 340 rBV2 803 1578 33.57% 1.938%
106 3.873 350 353 354 rBV 899 674 14.34% 0.828%
11  4.263 415 417 420 rBv2 822 1106 23.53% 1.359%
12 4.385 435 437 441 rVB2 704 759 16.15% 0.932%
13 4.513 454 458 459 rBV2 887 1047 22.27% 1.286%
14 4.677 484 485 489 rBV2 753 842 17.91% 1.034%
15 5.025 539 542 543 rBV2 1018 1013 21.55% 1.244%
16 5.360 595 597 600 rBv2 799 870 18.51% 1.069%
17 5.446 609 611 614 rBv2 677 721 15.34% 0.886%
18 5.586 632 634 635 rBv2 928 800 17.02% ©0.983%
19 5.634 641 642 645 rBV2 881 950 20.21% 1.167%
20 5.970 693 697 702 rBv4 782 1142 24.29% 1.403%
21  6.159 727 728 731 rVB2 841 808 17.19% ©0.993%
22 6.269 744 746 748 rVB 822 745 15.85% 0.915%
23 6.433 771 773 776 rVB3 912 867 18.44% 1.065%
24 6.470 776 779 780 rVB 924 662 14.08% 0.813%
25 6.701 815 817 820 rVB2 806 837 17.80% 1.028%
26 7.092 879 881 886 rBv2 853 1235 26.27% 1.517%
27 7.195 895 898 899 rBV2 890 738 15.70% ©.907%
28 7.256 905 908 910 rBvV3 683 897 19.08% 1.102%
29 7.488 944 946 948 rVB 712 648 13.78% 0.796%
30 7.622 963 968 969 rBv2 1335 1683 35.80% 2.067%
31 7.719 979 984 989 rBV4 1731 3147 66.94% 3.866%
32 8.049 1034 1038 1042 rBV4 2049 3848 81.85% 4.727%
33 8.244 1068 1070 1071 rBV 847 731 15.55% ©.898%
34 8.341 1083 1086 1089 rBvV3 1601 1939 41.25% 2.382%
35 8.439 1100 1102 1105 rBvV2 803 1061 22.57% 1.303%
36 8.524 1115 1116 1120 rBV2 810 1070 22.76% 1.314%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019851.D

Acqg On : 10 Oct 2024 14:07
Operator : SY/MD

Sample : P4364-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 12 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 8.610 1127 1130 1132 rBV2 2750 3493 74.30% 4.291%
38 9.140 1215 1217 1219 rBV2 734 697 14.83% 0.856%
39 9.250 1232 1235 1238 rBV2 1080 1624 34.55% 1.995%
40 9.408 1256 1261 1264 rBV2 1282 1841 39.16% 2.262%
41  9.847 1330 1333 1338 rBvV3 997 1794 38.16% 2.204%
42 10.109 1372 1376 1383 rBV4 2457 4701 100.00% 5.775%
43 10.274 1401 1403 1406 rBV2 1052 1547 32.91% 1.900%
44 10.536 1444 1446 1447 rBV2 838 740 15.74%  0.909%
45 10.816 1490 1492 1495 rvVB2 1258 1163 24.74%  1.429%
46 10.847 1495 1497 1498 rBV 1036 796 16.93% 0.978%
47 11.048 1528 1530 1533 rBv2 898 726 15.44% 0.892%
48 11.152 1545 1547 1550 rVB3 1039 953 20.27% 1.171%
49 11.213 1556 1557 1560 rBV 750 771 16.40% 0.947%
50 11.365 1580 1582 1585 rBvV2 742 966 20.55% 1.187%
51 11.420 1587 1591 1595 rvv3 1444 2458 52.29% 3.019%
52 11.524 1606 1608 1611 rVB2 1046 893 19.00% 1.097%
53 11.585 1614 1618 1619 rBvV2 909 1041 22.14% 1.279%
54 11.676 1631 1633 1637 rBV3 953 1228 26.12% 1.509%
55 11.780 1648 1650 1653 rBV 883 769 16.36% 0.945%
56 11.975 1681 1682 1683 rBV 997 647 13.76% 0.795%
57 12.054 1691 1695 1698 rBvV2 1063 1585 33.72% 1.947%
58 12.152 1707 1711 1712 rVB2 594 706 15.02% 0.867%
59 12.310 1735 1737 1739 rBV2 854 811 17.25% 0.996%
60 12.755 1808 1810 1812 rBV 863 896 19.06% 1.101%
61 13.310 1899 1901 1903 rVB 1005 663 14.10% 0.814%
62 13.340 1904 1906 1909 rBV3 1619 1795 38.18% 2.205%
63 14.956 2169 2171 2173 rBV2 1311 1271 27.04% 1.561%
64 15.151 2200 2203 2206 rBv4 1283 2266 48.20% 2.784%
Sum of corrected areas: 81405
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019851.D

Acqg On : 10 Oct 2024 14:07
Operator : SY/MD

Sample : P4364-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 12  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: VY019851.D\data.ms
15000
10000
5000
3873 4263386513 677 025 53603588 5.9706.1626%64320 6.7C
O\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
Time--> 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 6.60
Abundance TIC: VY019851.D\data.ms
15000
10000
5000 8.610 10.109
. 72 19 8.049 0o 11.42Q
7-0?215 488 J°f 8_-}3392 9.19(58-408 9.847 10.274 10.536 1083411.04457 5" 11 52ET¢
ob——— —— —— —— —— —— —— — — —
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: VY019851.D\data.ms
15000
10000
5000
133.3%0 14.9565.151
11197854 42.310 12,755 -
12152
O 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_Y\Data\VY101024\
Data File : VY019851.D

Acqg On : 10 Oct 2024 14:07
Operator : SY/MD

Sample : P4364-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS vial : 12  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 10 unknown15.151 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.151 63.12 ug/1 2266 1,4-Dichlorobenzene-d4 13.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-Aconitic anhydride 156 C6H405 006318-55-4 33
2 Propyne 40 C3H4 000074-99-7 12
3 4-Methyl-1,2,5-oxadiazole-3-carb... 128 C4H4N203 123953-17-3 7
4 3-(Ethyl-hydrazono)-butan-2-one 128 C6H12N20 1000194-94-0 5
5 Methanol, (4-amino-1,2,5-oxadiaz... 128 C3H4N402 013300-88-4 5
Abundance Scan 2203 (15.151 min): VY019851.D\data.ms (-2200) (- m/z 40.00 100.00%
40.0
5000 128.1
73.1
207.2 — —
‘ 15.00 15.50
0 b e e e e e m/z 44.00  85.27%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #33303: cis-Aconitic anhydride
40.0 68.0
5000 — ——
15.00 15.50
112.0 m/Z 128.05 47 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53: Propyne
40.0
—— —
15.00 15.50
5000 m/z 38.90 38.53%
0 13.0 m JMJ\
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13749: 4-Methyl-1,2,5-oxadiazole-3-carbaldehyde 2-oxi 8
30.0 15.00 15.50
m/z 73.10 33.99%
67.0
5000
128.0
98.0
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY101024\
Data File : VY019851.D

Acqg On : 10 Oct 2024 14:07
Operator : SY/MD

Sample : P4364-02

Misc : 5.05g/5.0mL/MSVOA_Y/SOIL/A

ALS Vvial : 12  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|

unknown15.151 15.151 63.1 ug/l 2266 4 13.340 1795 50.0
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