LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121924\
Data File : VY020653.D

Acq On : 19 Dec 2024 14:26

Operator : SY/MD

Sample : P5306-03

Misc : 5.83g/5.0mL/MSVOA_Y/SOIL/A OU4-VSL-08-121224

ALS Vial : 10 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\82Y121724S.M

Title : SW846 8260

Signal : TIC: VY@20653.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.123 64 66 67 rvB 394 226 1.53% 0.266%
2 2.190 75 77 80 rvB2 404 247 1.67% 0.291%
3 2.397 109 111 112 rVB 322 223 1.50% 0.262%
4 2.434 115 117 119 rW2 288 282 1.90% 0.332%
5 2.592 141 143 148 rBV3 265 429 2.89% 0.505%
6 2.733 165 166 170 rVB2 375 319 2.15% 0.375%
7 2.781 171 174 175 rVV2 305 247 1.67% 0.291%
8 2.830 178 182 183 rVV2 193 228 1.54% 0.268%
9 2.854 183 186 189 rVB2 351 481 3.25% 0.566%
10 2.885 189 191 193 rBV 294 282 1.90% 0.332%
11 2.958 202 203 206 rBV 189 251 1.69% 0.295%
12 3.299 258 259 264 rBV2 277 402 2.71% 0.473%
13 3.440 279 282 285 rvv2 233 270 1.82% 0.318%
14 3.677 318 321 323 rBV2 177 221 1.49% 0.260%
15 3.751 332 333 338 rVB3 293 332 2.24% 0.391%
16 3.799 338 341 343 rBV 337 424 2.86% 0.499%
17 3.824 343 345 348 rVB2 229 279 1.88% 0.328%
18 4.031 375 379 383 rBV2 224 334 2.25% 0.393%
19 4.190 402 405 406 rBvV2 318 272 1.84% 0.320%
20 4.220 408 410 412 rVB 280 215 1.45% 0.253%
21 4.257 412 416 418 rBV2 171 292 1.97% 0.344%
22 4.458 447 449 454 rBV3 263 348 2.35% 0.410%
23 4.543 459 463 468 rVB3 271 448 3.02% 0.527%
24 4.598 468 472 474 rBV3 276 361 2.44% 0.425%
25 4.647 478 480 481 rBV 320 238 1.61% 0.280%
26 4.750 496 497 499 rBV2 311 259 1.75% 0.305%
27 4.952 528 530 531 rVB2 424 211 1.42% 0.248%
28 5.049 544 546 550 rVB2 275 286 1.93% 0.337%
29 5.080 550 551 555 rBvV2 178 258 1.74% 0.304%
30 5.122 557 558 561 rVB2 245 215 1.45% 0.253%
31 5.189 567 569 570 rBV 384 279 1.88% 0.328%
32 5.384 596 601 603 rBV2 389 551 3.72% 0.648%
33 5.500 618 620 624 rVB 407 484 3.27% 0.570%
34 5.555 627 629 632 rBV2 259 215 1.45% 0.253%
35 5.592 632 635 636 rBV2 237 216 1.46% 0.254%
36 6.012 701 704 706 rVB2 344 314 2.12% 0.370%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121924\
Data File : VY020653.D

Acq On : 19 Dec 2024 14:26

Operator : SY/MD

Sample : P5306-03

Misc : 5.83g/5.0mL/MSVOA_Y/SOIL/A OU4-VSL-08-121224

ALS Vial : 10 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\82Y121724S.M
Title . SW846 8260
37 6.055 709 711 714 rVB2 285 257 1.73% 0.302%
38 6.079 714 715 720 rBV3 293 470 3.17% 0.553%
39 6.208 734 736 737 rBV 258 220 1.48% 0.259%
40 6.835 837 839 842 rVB2 440 494  3.33% 0.581%
41 6.945 855 857 859 rBv2 297 253 1.71% 0.298%
42 7.268 908 910 913 rBV2 327 366 2.47% 0.431%
43 7.488 943 946 947 rBV2 280 346 2.33% 0.407%
44 7.543 953 955 956 rBvV 409 210 1.42% 0.247%
45 7.628 961 969 976 rBV4 2504 6318 42.63% 7.436%
46 7.707 978 982 988 rVB3 3459 6411 43.26% 7.545%
47 7.921 1016 1017 1020 rBV2 288 279 1.88% 0.328%
48 8.067 1035 1041 1047 rVB3 2887 5611 37.86% 6.604%
49  8.225 1066 1067 1072 rVB3 362 353 2.38% 0.415%
50 8.286 1075 1077 1079 rBV 419 304 2.05% 0.358%
51 8.421 1097 1099 1102 rVB2 318 300 2.02% 0.353%
52 8.622 1126 1132 1137 rVB 4718 9079 61.27% 10.685%
53 8.731 1147 1150 1151 rBV 352 364 2.46%  0.428%
54 8.841 1166 1168 1169 rBvV2 312 306 2.06%  0.360%
55 8.884 1173 1175 1178 rVV2 283 369 2.49% 0.434%
56 8.951 1182 1186 1187 rBV 301 400 2.70% 0.471%
57 9.000 1191 1194 1197 rBV3 300 488 3.29% ©.574%
58 9.061 1202 1204 1208 rVB3 294 335  2.26% 0.394%
59 9.097 1208 1210 1211 rBV 357 238 1.61% 0.280%
60 9.274 1238 1239 1242 rBV2 299 331 2.23% 0.390%
61 9.341 1248 1250 1252 rBvV2 320 289 1.95% 0.340%
62 9.365 1252 1254 1255 rVB 410 237 1.60% 0.279%
63 9.487 1271 1274 1275 rBV 303 282 1.90% 0.332%
64 10.109 1370 1376 1382 rBv2 7784 14819 100.00% 17.441%
65 10.469 1434 1435 1438 rBv2 373 345 2.33% 0.406%
66 10.804 1489 1490 1492 rVB 390 270 1.82% 0.318%
67 11.127 1541 1543 1547 rBV3 383 491 3.31% 0.578%
68 11.231 1558 1560 1563 rVB2 307 303 2.04% 0.357%
69 11.286 1565 1569 1570 rBv2 332 392 2.65% 0.461%
70 11.420 1586 1591 1597 rVB3 4482 7651 51.63% 9.005%
71 11.774 1648 1649 1652 rBv2 384 367 2.48% 0.432%
72 11.975 1680 1682 1683 rBV 430 225 1.52% 0.265%
73 12.085 1698 1700 1703 rVB2 359 326 2.20% 0.384%
74 12.109 1703 1704 1706 rBV2 400 336 2.27% 0.395%
75 12.255 1727 1728 1730 rBvV2 428 249 1.68% 0.293%
76 12.334 1739 1741 1742 rBV2 269 211 1.42% 0.248%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121924\
Data File : VY020653.D

Acq On : 19 Dec 2024 14:26

Operator : SY/MD

Sample : P5306-03

Misc : 5.83g/5.0mL/MSVOA_Y/SOIL/A OU4-VSL-08-121224

ALS Vial : 10 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\82Y121724S.M
Title : SW846 8260
77 12.408 1749 1753 1762 rVB4 1712 3132 21.14% 3.686%
78 12.658 1792 1794 1797 rBV2 261 302 2.04% 0.355%
79 12.871 1827 1829 1832 rBV2 360 382 2.58% 0.450%
80 12.895 1832 1833 1835 rBV 358 212 1.43% 0.250%
81 12.968 1843 1845 1846 rBV 286 241 1.63% 0.284%
82 13.103 1863 1867 1868 rVB2 392 373 2.52% 0.439%
83 13.212 1883 1885 1888 rVB2 364 266 1.79% 0.313%
84 13.304 1898 1900 1901 rBV 405 249 1.68% 0.293%
85 13.353 1904 1908 1912 rVB3 1546 2364 15.95% 2.782%
86 13.499 1930 1932 1933 rBV 356 231 1.56% 0.272%
87 13.804 1980 1982 1984 rBV2 310 305 2.06% ©0.359%
88 14.084 2026 2028 2031 rVB2 464 397 2.68% 0.467%
89 14.109 2031 2032 2035 rBV2 388 368 2.48% 0.433%
90 14.395 2077 2079 2080 rBV2 326 244 1.65% 0.287%
91 14.413 2080 2082 2083 rBV2 309 234 1.58% 0.275%
92 14.810 2145 2147 2148 rVB 380 228 1.54% 0.268%
93 15.084 2190 2192 2194 rBV2 373 227 1.53% 0.267%
94 15.194 2208 2210 2211 rBV2 351 341 2.30% 0.401%
95 15.316 2227 2230 2231 rBV 634 579 3.91% 0.681%
96 15.389 2240 2242 2244 rBV3 562 534 3.60% 0.628%
97 15.584 2271 2274 2277 rBV4 721 910 6.14% 1.071%
98 15.944 2331 2333 2334 rBV 551 237 1.60% 0.279%
99 16.084 2355 2356 2359 rvv2 468 361 2.44%  0.425%
100 16.114 2359 2361 2363 rVB3 548 417 2.81% 0.491%
Sum of corrected areas: 84968
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121924\
Data File : VY020653.D

Acqg On : 19 Dec 2024 14:26

Operator : SY/MD

Sample : P5306-03

Misc : 5.83g/5.0mL/MSVOA_Y/SOIL/A OU4-VSL-08-121224

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

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

Abundance TIC: VY020653.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121924\
Data File : VY020653.D

Acqg On : 19 Dec 2024 14:26

Operator : SY/MD

Sample : P5306-03

Misc : 5.83g/5.0mL/MSVOA_Y/SOIL/A OU4-VSL-08-121224

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 unknownl5.584 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.584 19.25 ug/1 910 1,4-Dichlorobenzene-d4 13.353
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4-Chloro-3-(trifluoromethyl)benz... 208 C8H4C1lF30 034328-46-6 45
2 2-Chloroaniline-5-sulfonic acid 207 C6H6CINO3S 000098-36-2 9
3 2,3,5-Trichlorobenzaldehyde 208 C7H3C130 056961-75-2 9
4 2,3,6-Trichlorobenzaldehyde 208 C7H3C130 004659-47-6 9
5 5,7a-Didehydroindicine pertrimet... 513 C24H47NO5Si3  ©71307-21-6 9
Abundance Scan 2274 (15.584 min): VY020653.D\data.ms (-2271) (- m/z 207.00 100.00%
5000
400 731 280.¢ . ‘
M ‘ 15.50
O e e e e e e e m/z 208.20 77.63%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #85654: 4-Chloro-3-(trifluoromethyl)benzaldehyde
207.0
5000 179.0
15.50
m/z 209.10 47.49%
7.0 1250 /
B e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
207.0
15.50
5000 m/z 280.80 31.05%
\‘HH \\\\‘\\\\‘H\\‘\\\\‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH TTTTTT
m/z--> n
Abundance #85554: 2,3,5-Trichlorobenzaldehyde 1
m/z 73.10 25.11%
m/z-->
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_Y\Data\VY121924\
Data File : VY020653.D

Acq On : 19 Dec 2024 14:26

Operator : SY/MD

Sample : P5306-03

Misc : 5.83g/5.0mL/MSVOA_Y/SOIL/A OU4-VSL-08-121224

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_Y\methods\82Y121724S.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|

unknown15.584 15.584 19.3 wug/l 916 4 13.353 2364 50.0
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