LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23806.D

Acqg On : 16 Jul 2022 23:39
Operator : SY/VA

Sample : VWe715SBLO4

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 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_ W\Method\SFAMWLMO71322SMA.M
Title : SFAMO1.0

Signal : TIC: VWO23806.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.245 47 56 57 rBVv7 10910 25984 4.68% 0.579%
2 2.349 68 73 82 rVB 102539 170792 30.77% 3.805%
3 2.879 155 160 166 rVB 53145 105406 18.99%  2.349%
4 3.696 292 294 296 rBvV3 1493 936 0.17% 0.021%
5 3.769 304 306 309 rBv4 1371 1366 ©0.25% 0.030%
6 3.824 311 315 317 rBvV4 2107 2519 0.45% 0.056%
7 3.867 320 322 325 rVB4 1820 1421 0.26% ©0.032%
8 4.013 337 346 363 rVB2 47887 150676 27.14%  3.357%
9 4.123 363 364 365 rBvV 1639 904 0.16% 0.020%
106 4.330 397 398 399 rBV 1573 875 0.16% 0.019%
11  4.592 437 441 443 rBVS 1390 1781 0.32% 0.040%
12 4.763 467 469 474 rBVS 1139 1999 0.36% 0.045%
13  4.916 488 494 500 rVB6 5681 14304 2.58% 0.319%
14 5.e38 511 514 515 rBV3 1255 1158 0.21% ©0.026%
15 5.507 588 591 594 rBV5 1450 2356 0.42% 0.052%
16 5.751 629 631 632 rVw2 1226 1074 0.19% 0.024%
17 5.793 635 638 641 rVB3 1227 1446 0.26% ©0.032%
18 5.854 644 648 650 rBv4 2012 2282 0.41% 0.051%
19 6.074 682 684 687 rBV3 1150 913 0.16% 0.020%
20 6.397 735 737 739 rBv4 1159 1159 0.21% 0.026%
21 6.647 776 778 782 rBV5 925 1176 0.21% 0.026%
22 6.824 805 807 810 rBV4 1389 1413 0.25% 0.031%
23 6.964 827 830 831 rBV3 991 949 0.17% 0.021%
24 7.086 842 850 859 rBV 15659 45004 8.11% 1.003%
25 7.275 878 881 884 rVB5S 1623 1633 0.29% 0.036%
26 7.360 893 895 898 rVB4 1585 1806 ©0.33% 0.040%
27 7.409 898 903 906 rBV7 1515 2697 0.49% 0.060%
28 7.446 906 909 911 rBV4 1411 1533 0.28% 0.034%
29 7.470 911 913 914 rBV2 995 856 0.15% 0.019%
30 7.549 923 926 928 rvVvB3 1199 1309 0.24% 0.029%
31 7.647 933 942 955 rVB 96449 236132 42.54% 5.261%
32 7.738 955 957 959 rBV3 869 859 0.15% 0.019%
33 7.866 976 978 979 rBv2 1366 940 0.17% 0.021%
34 8.183 1028 1030 1032 rBV3 1036 964 0.17% 0.021%
35 8.275 1035 1045 1063 rvv2 183571 555143 100.00% 12.369%

36 8.842 1129 1138 1150 rBV2 188993 376233 67.77%  8.383%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23806.D

Acqg On : 16 Jul 2022 23:39
Operator : SY/VA

Sample : VWe715SBLO4

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 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_ W\Method\SFAMWLMO71322SMA.M
Title : SFAMO1.0
37 9.049 1170 1172 1174 rBV3 1234 1002 0.18% 0.022%
38 9.073 1174 1176 1178 rBV3 2244 2013 0.36% 0.045%
39 9.275 1201 1209 1218 rVV 133286 264797 47.70% 5.900%
40 9.628 1265 1267 1269 rBvV3 1066 958 0.17% 0.021%
41  9.811 1294 1297 1300 rVB4 847 1247 ©0.22% 0.028%
42 9.854 1300 1304 1307 rBV6 1159 2250 0.41% 0.050%
43 9.927 1313 1316 1318 rBv4 1239 1093 0.20% 0.024%
44 10.031 1327 1333 1341 rVB2 61047 113799 20.50% 2.536%
45 10.189 1356 1359 1361 rBv4 1480 1695 ©0.31% 0.038%
46 10.323 1374 1381 1391 rBV 276342 466984 84.12% 10.405%
47 10.445 1398 1401 1404 rBV5 1418 1739 0.31% 0.039%
48 10.579 1416 1423 1430 rBV2 43417 77721 14.00% 1.732%
49 10.707 1439 1444 1447 rVB3 5200 8892 1.60% 0.198%
50 10.738 1447 1449 1452 rBv4 1197 1669 0.30% 0.037%
51 10.927 1474 1480 1487 rBV2 69094 121288 21.85% 2.702%
52 11.177 1517 1521 1525 rBV6 1303 2428 0.44% 0.054%
53 11.414 1557 1560 1562 rBV4 1298 1298 0.23% 0.029%
54 11.567 1580 1585 1587 rBV4 1528 2403 0.43% 0.054%
55 11.628 1588 1595 1604 rVV 304633 514259 92.64% 11.458%
56 11.902 1637 1640 1642 rBV4 1237 1671 0.30% 0.037%
57 12.152 1679 1681 1684 rVvv4 1442 1501 0.27% 0.033%
58 12.207 1687 1690 1692 rBV4 1070 1217 0.22% 0.027%
59 12.609 1751 1756 1762 rBV6 2297 5575 1.00% 0.124%
60 12.689 1762 1769 1779 rVB2 117045 195535 35.22% 4.357%
61 12.762 1779 1781 1783 rBV2 796 853 0.15% 0.019%
62 12.920 1802 1807 1810 rBV7 1730 2658 0.48% 0.059%
63 12.987 1816 1818 1819 rBV2 1111 860 0.15% 0.019%
64 13.103 1832 1837 1838 rBV5 768 1286 0.23% 0.029%
65 13.207 1848 1854 1858 rBVS8 1107 2215 0.40% 0.049%
66 13.249 1858 1861 1863 rBV4 990 1068 0.19% 0.024%
67 13.371 1878 1881 1884 rVV4 1367 1233  0.22% 0.027%
68 13.493 1898 1901 1902 rBV3 1604 1495 0.27% 0.033%
69 13.554 1905 1911 1920 rVB 312093 490314 88.32% 10.925%
70 13.621 1920 1922 1923 rVB2 1421 912 0.16% 0.020%
71 13.640 1923 1925 1926 rBV2 1344 1050 ©0.19% 0.023%
72 13.853 1952 1960 1971 rBV 258971 431881 77.80% 9.623%
73 13.981 1979 1981 1985 rVB5 1644 1365 0.25% 0.030%
74 14.066 1985 1995 2000 rBV7 3270 7038 1.27% 0.157%
75 14.182 2012 2014 2018 rVB4 883 1171  0.21% 0.026%
76 14.329 2034 2038 2040 rVB5 1861 2672 0.48% 0.060%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VWO23806.D

Acqg On : 16 Jul 2022 23:39
Operator : SY/VA

Sample : VWe715SBLO4

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 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_ W\Method\SFAMWLMO71322SMA.M
Title : SFAM@1.0
77 14.396 2047 2049 2051 rBV3 1013 1183 0.21% 0.026%
78 14.463 2057 2060 2061 rBV3 1190 1229 0.22% 0.027%
79 14.518 2068 2069 2073 rVB4 1102 906 0.16% 0.020%
80 14.633 2085 2088 2092 rVVé6 1084 1366 ©.25% ©0.030%
81 14.688 2095 2097 2100 rBvV4 791 1163 0.21% 0.026%
82 14.755 2106 2108 2111 rVB4 1503 1576 0.28% 0.035%
83 14.816 2116 2118 2121 rVvVv4 1395 1316 0.24% 0.029%
84 14.981 2144 2145 2148 rVV3 1088 1216 0.22% 0.027%
85 15.359 2205 2207 2212 rVB6 1179 1761 ©0.32% 0.039%
86 15.627 2246 2251 2255 rVB8 1115 1801 0.32% 0.040%
87 15.676 2255 2259 2260 rVB4 1223 1093 0.20% 0.024%
88 15.755 2269 2272 2274 rVB4 1292 1457 0.26% 0.032%
89 15.871 2287 2291 2292 rBV4 815 1211 0.22% 0.027%
990 15.999 2311 2312 2315 rVB3 1310 1136 0.20% 0.025%
91 16.066 2319 2323 2325 rBVS 810 1035 ©0.19% 0.023%
92 16.151 2333 2337 2339 rBv4 818 1012 0.18% 0.023%
93 16.194 2342 2344 2346 rBV2 1312 1038 0.19% 0.023%
94 16.218 2346 2348 2350 rVB3 1318 898 0.16% 0.020%
95 16.346 2367 2369 2372 rVV4 790 865 0.16% 0.019%
96 16.377 2372 2374 2375 rVB 1544 889 0.16% 0.020%
97 16.395 2375 2377 2378 rBV2 1164 1124 0.20% 0.025%
98 16.462 2385 2388 2391 rVBS 1406 1587 ©.29% 0.035%
99 16.700 2424 2427 2429 rBV4 727 910 0.16% 0.020%
100 16.755 2433 2436 2438 rBv4 1382 1279 ©0.23% ©0.028%
Sum of corrected areas: 4488154
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VW023806.D

Acqg On : 16 Jul 2022 23:39
Operator : SY/VA

Sample : VWe715SBLO4

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
Quant Title : SFAM@1.0

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

Abundance TIC: VW023806.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWO71522\
Data File : VW023806.D

Acqg On : 16 Jul 2022 23:39
Operator : SY/VA

Sample : VWe715SBLO4

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M
Quant Title : SFAM@1.0

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.245 1.73 ug/L 25984  1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyanoacetylurea 127 C4H5N302 001448-98-2 47
2 1-Methyl-4-[nitromethyl]-4-piper... 174 C7H14N203 116250-49-8 38
3 3-Methyl-3,5--(cyanoethyl)tetrah... 236 C12H16N20S 1000140-32-3 38
4 Pterin-6-carboxylic acid 207 C7H5N503 000948-60-7 38
5 Arginine 174 C6H14N402 000074-79-3 38

Abundance  Scan 56 (2.245 min): VW023806.D\data.ms (-47) (-) m/z 44.00 100.00%

44.0
5000
e
750 1267 16841985 2348 o818 2.00 2.20 2.40 2.60
0 m/z 37.85 23.74%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #13326: Cyanoacetylurea
44.0
5000 | B L L
84.0 2.00 2.20 2.40 2.60
m/z 35.85 22.43%
0 H\“‘\H“\l\\‘\”\‘\\‘\\\]\-‘2\3\.\()‘\H\‘HH‘HHE(\)\H‘HH‘HH‘HH‘HH‘
m/z--> 40 60 80 100120140160180200220240260280
Abundance
44.0
e
2.00 2.20 2.40 2.60
5000 m/z 43.10 15.39%
96.0
0 124.0 157.0
T T e e e
m/z--> 40 60 80 100120140160180200220240260280 /\m
Abundance #118082: 3-Methyl-3,5--(cyanoethyl)tetrahydro-4-thiopyra ‘ ‘ ‘ ‘ B
44.0 2.00 2.20 2.40 2.60
m/z 45.60 12.49%
5000
b o lg 20 MM f\”
Obre Ml b e e e b e e LA LT
m/z--> 40 60 80 100120140160 180200220240260280 2.00 2.20 2.40 2.60

SFAMWLMO71322SMA.M Mon Jul 18 17:38:35 2022 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71522\
Data File : VW©23806.D

Acqg On : 16 Jul 2022 23:39
Operator : SY/VA

Sample : VWe715SBLO4

Misc : 5.00g/10mL/MSVOA_W/SOIL

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.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 2.245 1.7 ug/L 25984 1 8.842 376233 25.0
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