LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWo71322\
Data File : VWO23671.D

Acqg On : 14 Jul 2022 02:16
Operator : SY/VA

Sample : VWe713SBLO2

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: VWO23671.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.257 48 58 59 rBvVv3 13330 35722 4.06%  0.545%
2 2.343 68 72 80 rBv 147690 246982 28.09% 3.769%
3 2.879 155 160 169 rVB 76401 155336 17.67% 2.370%
4 3.672 288 290 293 rVvB4 1792 1672 0.19% 0.026%
5 3.702 293 295 298 rBvV3 1193 1282 0.15% 0.020%
6 3.739 298 301 302 rBV3 1096 1368 0.16% 0.021%
7 3.928 330 332 334 rVB3 1565 1271 0.14% 0.019%
8 4.013 334 346 357 rBv2 74841 243044 27.65%  3.709%
9 4,355 399 402 403 rBV3 1258 1317 0.15% 0.020%
10 4.397 405 409 410 rBV4 1982 1836 0.21% 0.028%
11 4.568 435 437 440 rVB4 1359 1179 0.13% 0.018%
12 4.598 440 442 443 rBv2 1292 1323 0.15% 0.020%
13 4.672 451 454 455 rBV3 1185 951 0.11% 0.015%
14 4.702 457 459 462 rBV4 1564 1550 0.18% 0.024%
15 4.806 474 476 478 rBV3 1133 1050 ©0.12% 0.016%
16 4.915 488 494 503 rVB3 8109 24976 2.84% 0.381%
17 5.117 518 527 531 rBV7 3994 11751 1.34% 0.179%
18 5.421 574 577 578 rBV3 1126 1208 0.14% 0.018%
19 5.659 614 616 618 rvVB2 1276 918 0.10% 0.014%
20 6.031 675 677 680 rVB4 1470 1136 0.13% 0.017%
21 6.214 705 707 712 rBV4 1318 1412 0.16% 0.022%
22 6.501 752 754 757 rVB4 1387 1197 0.14% 0.018%
23 6.555 761 763 765 rBv2 1449 1366 0.15% 0.020%
24 6.580 765 767 770 rVB4 1206 1111 0.13% 0.017%
25 6.769 796 798 799 rBv2 1478 1197 0.14% 0.018%
26 6.866 812 814 817 rBv4 1153 1056 0.12% 0.016%
27 6.897 817 819 821 rVB3 1546 1169 0.13% ©0.018%
28 6.952 826 828 833 rBV6 1292 1571 0.18% 0.024%
29 7.080 841 849 855 rBV 24742 67080 7.63% 1.024%
30 7.275 879 881 884 rvB4 1206 1138 0.13% 0.017%
31 7.305 884 886 888 rBv3 1110 1260 0.14% 0.019%
32 7.647 934 942 952 rVB 149008 362763 41.26% 5.535%
33 7.872 976 979 982 rBv6 1484 1630 0.19% 0.025%
34 8.275 1035 1045 1058 rBV2 290096 879151 100.00% 13.415%
35 8.659 1106 1108 1110 rBvV2 1666 1252 0.14% 0.019%

36 8.842 1130 1138 1147 rBV 241918 474662 53.99%  7.243%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWo71322\
Data File : VWO23671.D

Acqg On : 14 Jul 2022 02:16
Operator : SY/VA

Sample : VWe713SBLO2

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 9.024 1167 1168 1171 rBV3 1382 1393 0.16% 0.021%
38 9.274 1201 1209 1218 rBV 197446 395169 44.95% 6.030%
39 9.634 1265 1268 1269 rBV3 1016 1034 0.12% 0.016%
40 9.677 1273 1275 1279 rVV5 1412 1690 0.19% 0.026%
41  9.823 1297 1299 1301 rBvV2 1351 1249 0.14% 0.019%
42 9.878 1307 1308 1311 rVB3 1352 1106 0.13% 0.017%
43 9.976 1323 1324 1326 rBv2 1558 1456 0.17% 0.022%
44 10.036 1326 1334 1343 rVWV 94474 178666 20.32% 2.726%
45 10.268 1370 1372 1373 rBvV2 1388 1047 0.12% 0.016%
46 10.323 1374 1381 1391 rVV 422141 729047 82.93% 11.125%
47 10.482 1406 1407 1410 rBV3 1077 916 ©0.10% 0.014%
48 10.579 1415 1423 1430 rBV 67484 117780 13.40% 1.797%
49 10.701 1437 1443 1449 rBvV2 29958 54422 6.19% 0.830%
50 10.835 1463 1465 1466 rBvV2 1321 1047 0.12% 0.016%
51 10.927 1473 1480 1490 rBV 105640 184235 20.96% 2.811%
52 11.067 1497 1503 1509 rVB2 34598 61103 6.95% 0.932%
53 11.256 1532 1534 1537 rBV4 1270 1359 0.15% 0.021%
54 11.359 1547 1551 1553 rBV5 1068 1217 0.14% 0.019%
55 11.384 1553 1555 1556 rvv2 1496 1080 ©0.12% 0.016%
56 11.433 1560 1563 1569 rVB2 13356 21380 2.43% 0.326%
57 11.628 1588 1595 1604 rBV 375514 638216 72.59% 9.739%
58 12.115 1672 1675 1678 rBV5 964 889 0.10% 0.014%
59 12.396 1716 1721 1722 rBv4 1287 1929 0.22% 0.029%
60 12.414 1722 1724 1726 rVB3 1126 1020 0.12% 0.016%
61 12.542 1744 1745 1748 rVB3 1287 1123  0.13% 0.017%
62 12.603 1749 1755 1761 rVB3 18019 31871 3.63% 0.486%
63 12.688 1761 1769 1777 rVB2 168232 284433 32.35% 4.340%
64 12.743 1777 1778 1781 rBV3 1161 1217 0.14% 0.019%
65 12.877 1796 1800 1801 rVV4 911 1436 0.16% 0.022%
66 12.926 1803 1808 1814 rVV2 8487 14968 1.70% 0.228%
67 13.079 1832 1833 1836 rBV3 974 866 0.10% 0.013%
68 13.243 1856 1860 1863 rVB5 998 1533 0.17% 0.023%
69 13.280 1864 1866 1868 rBV3 1838 1547 0.18% 0.024%
70 13.383 1880 1883 1884 rBV3 1387 873 0.10% 0.013%
71 13.402 1884 1886 1890 rBV5 2421 2862 ©0.33% 0.044%
72 13.475 1896 1898 1899 rBV 1552 1291 0.15% 0.020%
73 13.554 1905 1911 1924 rVB 366263 593784 67.54% 9.061%
74 13.713 1935 1937 1939 rBV2 901 1101 0.13% 0.017%
75 13.853 1953 1960 1967 rBV 394423 626089 71.22%  9.554%
76 14.060 1990 1994 2000 rVB2 6722 12707 1.45% 0.194%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWo71322\
Data File : VWO23671.D

Acqg On : 14 Jul 2022 02:16
Operator : SY/VA

Sample : VWe713SBLO2

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 14.322 2034 2037 2042 rVB6 2407 4558 0.52% 0.070%
78 14.450 2055 2058 2060 rVB4 1150 1226 ©0.14% 0.019%
79 14.487 2060 2064 2066 rBV4 1213 1913 0.22% 0.029%
80 14.725 2101 2103 2105 rVB4 1543 1182 0.13% 0.018%
81 14.859 2123 2125 2128 rBV3 1056 1441 0.16% 0.022%
82 14.987 2142 2146 2149 rVB6 1380 2171 0.25% 0.033%
83 15.023 2149 2152 2153 rBV2 1335 1375 0.16% 0.021%
84 15.103 2162 2165 2166 rBV3 1370 1373 0.16% 0.021%
85 15.346 2202 2205 2207 rBvV4 946 1218 0.14% 0.019%
86 15.365 2207 2208 2211 rVB2 1490 934 0.11% 0.014%
87 15.432 2215 2219 2223 rVV5 3318 4604 0.52% 0.070%
88 15.633 2250 2252 2255 rVB4 923 873 0.10% 0.013%
89 15.664 2255 2257 2260 rBvV4 1112 1325 0.15% 0.020%
90 15.962 2302 2306 2307 rBV4 1480 2179 0.25% 0.033%
91 16.066 2319 2323 2325 rBVS 1449 2064 0.23% 0.031%
92 16.109 2329 2330 2333 rBV3 957 934 0.11% 0.014%
93 16.291 2357 2360 2363 rBVS5 1240 1621 ©0.18% 0.025%
94 16.316 2363 2364 2371 rVV7 1607 1807 ©0.21% 0.028%
95 16.383 2371 2375 2376 rV4 967 1262 ©0.14% 0.019%
96 16.401 2376 2378 2381 rVvVv4 1184 1538 0.17% 0.023%
97 16.444 2383 2385 2387 rVB3 1038 884 0.10% 0.013%
98 16.480 2387 2391 2393 rBV4 1640 2378 0.27% 0.036%
99 16.517 2393 2397 2399 rVV5 1239 1932 0.22% 0.029%
100 16.639 2413 2417 2421 rVB6 1374 1715 0.20% 0.026%
Sum of corrected areas: 6553485
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71322\

: VWe23671.D

: 14 Jul 2022 02:16

: SY/VA

: VWO713SBLO2

: 5.00g/10mL/MSVOA_W/SOIL
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_W\Method\SFAMWLMO71322SMA.M

Quant Title

TIC Library

. SFAM@1.0

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VW023671.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71322\
Data File : VWO23671.D

Acqg On : 14 Jul 2022 02:16
Operator : SY/VA

Sample : VWe713SBLO2

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

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 Paradrine Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.257 1.88 ug/L 35722 1,4-Difluorobenzene 8.842

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Paradrine 151 C9H13NO 000103-86-6 64
2 Benzeneethanamine, 2-fluoro-.bet... 185 C9H12FNO2 103439-07-2 64
3 Benzeneethanamine, 4-fluoro-.bet... 185 C9H12FNO2 103439-06-1 64
4 8-[N-Aziridylethylamino]-2,6-dim... 224 C14H28N2 1000256-01-2 64
5 Paradrine 151 C9H13NO 000103-86-6 64

Abundance  Scan 58 (2.257 min): VW023671.D\data.ms (-48) (-) m/z 43.90 100.00%

43.9
oo M
2.00 2.20 2.40 2.60
749 1121 1536 2047  256.8286.1 S ees AT &
O bt B sk o st ey bt et | M/Z 35.95  9.72%
m/z--> 40 60 80 100120140160180200220240260280
Abundance #28907: Paradrine
44.0
5000 AL LA B L
2.00 2.20 2.40 2.60
m/z 74.90 8.15%
77.0 107.0
O \\\““\w\“\\\\‘h‘\\‘\\‘\‘\‘\\‘H\\]‘-ﬁj\-\.‘()\\\\‘H\\‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 40 60 80 100120140160180200220240260280
Abundance
44.0
it/
2.00 2.20 2.40 2.60
5000 m/z 35.10 7.21%
0 78.0 109.0139.0 185.0
T T
m/z--> 40 60 80 100120140160180200220240260280
Abundance #60290: Benzeneethanamine, 4-fluoro-.beta.,3-dihydrox
44.0 2.00 2.20 2.40 2.60
m/z 37.85 7.12%
5000
oL, 780 11301460 185.0 WV%
P e T T T e T T e T
m/z--> 40 60 80 100120140160180200220240260280 2.00 2.20 2.40 2.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_W\Data\VWe71322\
Data File : VW@23671.D

Acqg On : 14 Jul 2022 02:16
Operator : SY/VA

Sample : VWO713SBLO2

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|

Paradrine 2.257 1.9 ug/L 35722 1 8.842 474662 25.0
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