LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025653.D

Acqg On : 09 Dec 2021 11:35

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis

Signal : TIC: VX@25653.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 43 46 55 rVB 75917 77229 14.70% 1.917%
2 1.666 91 95 105 rBvV 57800 77066 14.67% 1.913%
3 2.306 194 200 211 rBV 118013 192339 36.62% 4.773%
4 2.416 217 218 221 rBV 395 372 0.07% 0.009%
5 2.569 240 243 245 rBV2 316 388 0.07% 0.010%
6 2.630 251 253 255 rW 463 332 0.06% ©0.008%
7 2.648 255 256 259 rVB2 369 305 ©0.06% ©0.008%
8 2.684 259 262 263 rBV 349 297 0.06% 0.007%
9 2.715 263 267 271 rBV2 370 729 0.14% 0.018%
10 2.794 276 280 284 rVB2 735 1028 0.20% 0.026%
11  2.947 300 305 310 rBv4 1787 3629 0.69% 0.090%
12 3.349 376 371 373 rVB 280 178 0.03% 0.004%
13  3.404 379 380 382 rBV2 210 180 0.03% 0.004%
14 3.428 382 384 386 rVB 258 193 0.04% 0.005%
15 3.453 386 388 390 rBV 244 294 0.06% 0.007%
16 3.526 398 400 401 rVB 296 197 0.04% 0.005%
17 3.648 417 420 422 rBV2 249 365 0.07% ©0.009%
18 3.684 425 426 429 rBV 189 229 0.04% 0.006%
19 3.849 452 453 456 rBvV 353 339 0.06% 0.008%
20 3.885 456 459 461 rBV 359 380 0.07% ©0.009%
21 4.020 479 481 483 rBV 282 283 0.05% 0.007%
22 4.056 485 487 489 rBV 183 184 0.04% 0.005%
23  4.160 502 504 505 rBV 260 212 0.04% 0.005%
24  4.215 510 513 514 rBV 222 213 0.04% 0.005%
25 4.227 514 515 518 rVB 369 308 0.06% ©0.008%
26 4.251 518 519 520 rBV 339 176 0.03% 0.004%
27 4.270 520 522 523 rVB 322 205 0.04% 0.005%
28 4.452 543 552 564 rBV 39013 108649 20.68% 2.696%
29 4.690 590 591 593 rBV 343 269 0.05% 0.007%
30 4.788 606 607 609 rBV 367 231 0.04% 0.006%
31 4.904 624 626 629 rBv2 216 298 0.06% 0.007%
32 5.056 638 651 664 rBv 66682 209080 39.80% 5.189%
33 5.147 664 666 668 rvB 660 462 0.09% 0.011%
34 5.513 725 726 729 rBvV2 263 231 0.04% 0.006%
35 5.550 731 732 735 rVB2 291 233  0.04% 0.006%
36 5.580 735 737 740 rBV 275 293 0.06% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025653.D

Acqg On : 09 Dec 2021 11:35

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis
37 5.739 761 763 765 rBV 245 242 0.05% 0.006%
38 5.885 785 787 788 rBV 380 291 0.06% 0.007%
39 5.970 789 801 819 rVvV2 174441 525295 100.00% 13.036%
40 6.257 846 848 849 rVB2 332 238 0.05% 0.006%
41 6.556 896 897 900 rBvV 361 215 0.04% 0.005%
42 6.580 900 901 904 rBV 156 170 0.03% 0.004%
43  6.763 920 931 942 rBV 134576 320306 60.98%  7.949%
44 6.867 946 948 951 rW 295 297 0.06% 0.007%
45 7.031 973 975 976 rBV 281 285 0.05% 0.007%
46 7.111 983 988 994 rvB4 3013 6941 1.32% 0.172%
47  7.202 1000 1003 1004 rBV 325 261 ©0.05% 0.006%
48 7.306 1011 1020 1032 rBV 104584 232130 44.19% 5.761%
49 7.562 1061 1062 1063 rBV 349 181 0.03% 0.004%
50 7.885 1113 1115 1116 rVB 403 233  0.04% 0.006%
51 8.232 1171 1172 1174 rVB 331 213 0.04% 0.005%
52 8.324 1181 1187 1195 rBV 74248 119145 22.68% 2.957%
53 8.598 1230 1232 1233 rVB 377 210 0.04% 0.005%
54 8.647 1233 1240 1248 rBV 280847 435156 82.84% 10.799%
55 8.714 1249 1251 1259 rVB2 3896 6270 1.19% 0.156%
56 8.775 1259 1261 1264 rBV2 217 241 0.05% 0.006%
57 8.952 1284 1290 1298 rBV 52515 76603 14.58% 1.901%
58 9.275 1338 1343 1348 rVB 4811 6290 1.20% 0.156%
59 9.317 1348 1350 1353 rVB 268 211 0.04% 0.005%
60 9.384 1355 1361 1376 rBV 173982 244005 46.45% 6.055%
61 9.695 1410 1412 1416 rVB3 552 702 0.13% 0.017%
62 9.799 1427 1429 1431 rBV 398 404 0.08% 0.010%
63 9.842 1434 1436 1437 rW 291 197 0.04% 0.005%
64 10.006 1461 1463 1465 rBV 305 200 0.04% 0.005%
65 10.055 1465 1471 1482 rBV 281885 381500 72.63% 9.467%
66 10.256 1501 1504 1507 rBV2 349 450 0.09% 0.011%
67 10.305 1509 1512 1518 rVB3 656 1151 0.22% 0.029%
68 10.451 1535 1536 1538 rBV 315 226 0.04% 0.006%
69 10.500 1541 1544 1547 rVB 221 248 0.05% 0.006%
70 10.598 1558 1560 1563 rVB2 283 199 0.04% 0.005%
71 10.744 1582 1584 1586 rVB 319 222 0.04% 0.006%
72 10.884 1606 1607 1608 rBV 398 208 0.04% 0.005%
73 10.963 1619 1620 1622 rVB 489 227 0.04% 0.006%
74 11.122 1642 1646 1650 rBV2 1209 1573 0.30% 0.039%
75 11.189 1652 1657 1667 rVV 180599 243001 46.26% 6.030%
76 11.372 1686 1687 1691 rBV2 523 614 0.12% 0.015%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025653.D

Acqg On : 09 Dec 2021 11:35

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  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_ X\Method\SFAMXLM112221WMA.M
Title : VOC Analysis
77 11.402 1691 1692 1696 rVB2 456 447 0.09% 0.011%
78 11.457 1696 1701 1703 rBV2 524 883 0.17% 0.022%
79 11.543 1713 1715 1719 rBV2 310 432 0.08% 0.011%
80 11.750 1745 1749 1753 rBV3 1393 1748 0.33% 0.043%
81 12.024 1789 1794 1803 rBV 291446 362640 69.04%  8.999%
82 12.238 1827 1829 1831 rBV2 367 286 0.05% 0.007%
83 12.323 1837 1843 1849 rBV 289609 371933 70.80% 9.230%
84 13.116 1969 1973 1974 rBV 708 573 0.11% 0.014%
85 13.231 1990 1992 1994 rBV 345 285 0.05% 0.007%
86 13.439 2022 2026 2028 rBV2 225 338 0.06% ©0.008%
87 13.481 2031 2033 2035 rBV 410 312 0.06% ©0.008%
88 13.591 2049 2051 2054 rBV2 645 600 ©0.11% 0.015%
89 13.780 2078 2082 2088 rVB2 499 820 0.16% 0.020%
90 13.963 2110 2112 2116 rVB4 751 904 0.17% 0.022%
91 14.237 2155 2157 2159 rBV 301 233  0.04% 0.006%
92 14.469 2193 2195 2199 rBV 422 616 0.12% 0.015%
93 14.499 2199 2200 2202 rVB 356 185 0.04% 0.005%
94 14.579 2212 2213 2216 rBV2 505 498 0.09% 0.012%
95 14.737 2237 2239 2241 rVB 459 293 0.06% 0.007%
96 14.762 2241 2243 2244 rBV 416 250 0.05% 0.006%
97 14.823 2250 2253 2256 rBV2 359 584 0.11% 0.014%
98 14.993 2280 2281 2284 rVB 308 211 0.04% 0.005%
99 15.499 2362 2364 2366 rBV 405 342 0.07% 0.008%
100 16.121 2464 2466 2468 rBV2 311 230 0.04% 0.006%
Sum of corrected areas: 4029590
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX025653.D

Acqg On : 09 Dec 2021 11:35

Operator : JC/MD

Sample ¢ VX1209MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VX025653.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX@25653.D

Acqg On : 09 Dec 2021 11:35

Operator : JC/MD

Sample : VX1209MBLO1

Misc : 5.00g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX120921\
Data File : VX@25653.D

Acqg On : 09 Dec 2021 11:35

Operator : JC/MD

Sample : VX1209MBLO1

Misc : 5.00g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM112221WMA.M
Quant Title : VOC Analysis

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

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
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