LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51222\
Data File : VU@48531.D

Acqg On : 12 May 2022 11:00

Operator : SY/MD

Sample : VUe512MBLO1

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

ALS vial : 4 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_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis

Signal : TIC: VUe48531.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 92 rBV 122302 134459 11.76%  1.509%
2 1.913 176 178 194 rVB 93758 121897 10.66% 1.368%
3  2.250 280 283 284 rBV2 400 226 0.02% ©0.003%
4 2.353 312 315 318 rBV 477 336 0.03% 0.004%
5 2.527 366 369 370 rBV 326 1706 0.01% 0.002%
6 2.568 370 382 400 rVW 235077 384793 33.65% 4.318%
7 2.716 426 428 434 rVB2 354 294 0.03% 0.003%
8 2.758 439 441 443 rBV 267 159 0.01% 0.002%
9 2.851 466 470 474 rVB 159 173 0.02% 0.002%
106 2.999 510 516 522 rBV2 379 605 0.05% 0.007%
11  3.028 522 525 526 rW 494 283 0.02% 0.003%
12 3.044 527 530 538 rVB3 1384 1740 0.15% 0.020%
13 3.186 563 574 585 rVB4 1378 2883 0.25% 0.032%
14  3.247 590 593 599 rVB2 354 365 ©0.03% 0.004%
15 3.279 599 603 605 rBB 240 188 0.02% 0.002%
16 3.302 606 610 614 rBV 372 369 0.03% 0.004%
17 3.385 630 636 639 rBv 248 302 0.03% 0.003%
18 3.626 708 711 713 rBV2 320 226 0.02% 0.003%
19 3.713 736 738 742 rBV 266 157 0.01% 0.002%
20 3.765 752 754 759 rBV 145 158 0.01% 0.002%
21 3.806 764 767 769 rBV 406 253 0.02% 0.003%
22 3.826 769 773 777 rVWW 313 277 0.02% 0.003%
23  3.874 785 788 792 rVv2 202 150 0.01% ©0.002%
24 3,993 823 825 829 rBB 308 229 0.02% 0.003%
25 4.012 829 831 836 rBV 381 239 0.02% 0.003%
26 4.115 859 863 865 rBV2 353 282 0.02% ©0.003%
27 4.215 888 894 897 rBvV2 452 463 0.04% 0.005%
28 4.269 908 911 914 rBV 310 240 0.02% 0.003%
29 4.437 960 963 966 rVB2 321 240 0.02% 0.003%
30 4.559 998 1001 1006 rvB2 200 172  0.02% 0.002%
31 4.620 1006 1020 1045 rBV 123002 296254 25.91%  3.324%
32 4.977 1126 1131 1132 rBv2 300 267 0.02% 0.003%
33 5.064 1138 1158 1182 rBV2 217385 477079 41.72% 5.353%
34 5.266 1217 1221 1223 rBV2 299 259 0.02% 0.003%
35 5.346 1243 1246 1249 rVB2 404 250 0.02% 0.003%
36 5.369 1250 1253 1256 rBV 510 366 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51222\
Data File : VU@48531.D

Acqg On : 12 May 2022 11:00

Operator : SY/MD

Sample : VUe512MBLO1

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

ALS vial : 4 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_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis
37 5.437 1270 1274 1277 rVWv2 259 214 0.02% 0.002%
38 5.456 1277 1280 1284 rvv2 280 243  0.02% 0.003%
39 5.485 1287 1289 1292 rVB2 285 155 0.01% 0.002%
40 5.507 1292 1296 1299 rBV 304 286 0.03% 0.003%
41  5.527 1299 1302 1307 rVB2 299 308 ©0.03% 0.003%
42 5.555 1307 1311 1315 rBv2 279 323 0.03% 0.004%
43  5.604 1323 1326 1329 rBV2 235 159 0.01% 0.002%
44  5.726 1342 1364 1384 rBV2 415314 1143602 100.00% 12.832%
45  6.022 1454 1456 1460 rBvV2 357 284 0.02% ©0.003%
46 6.089 1474 1477 1480 rVB 395 249 0.02% 0.003%
47  6.125 1485 1488 1489 rBV 411 305 ©0.03% 0.003%
48 6.173 1500 1503 1506 rVB 357 210 0.02% 0.002%
49 6.250 1510 1527 1547 rBV 328173 620847 54.29% 6.966%
50 6.469 1592 1595 1600 rvVB2 370 317 0.03% 0.004%
51 6.530 1606 1614 1625 rVB6 3376 6077 0.53% 0.068%
52 6.690 1649 1664 1684 rBV 258739 508295 44.45% 5.704%
53 6.813 1698 1702 1705 rBV3 978 775 0.07% ©0.009%
54 6.890 1723 1726 1729 rBvV2 263 231 0.02% 0.003%
55 7.006 1760 1762 1767 rBvV2 266 230 0.02% 0.003%
56 7.038 1769 1772 1775 rBV2 311 218 0.02% 0.002%
57 7.092 1786 1789 1793 rBvV2 375 371 0.03% 0.004%
58 7.150 1804 1807 1810 rBV 236 186 0.02% 0.002%
59 7.176 1810 1815 1818 rBV3 464 501 0.04% 0.006%
60 7.272 1839 1845 1848 rBV 189 273 0.02% 0.003%
61 7.311 1854 1857 1859 rVWV 245 157 ©0.01% 0.002%
62 7.337 1861 1865 1869 rVB2 302 325 0.03% 0.004%
63 7.362 1870 1873 1876 rBB 233 184 0.02% 0.002%
64 7.411 1883 1888 1891 rBB2 505 403 0.04% 0.005%
65 7.453 1899 1901 1909 rVB2 270 279 0.02% 0.003%
66 7.565 1924 1936 1956 rBV 151165 267382 23.38%  3.000%
67 7.899 2025 2040 2057 rBV 533118 907820 79.38% 10.187%
68 8.179 2111 2127 2146 rBV 112409 191768 16.77%  2.152%
69 8.446 2207 2210 2213 rBV2 355 306 0.03% 0.003%
70 8.549 2240 2242 2244 rBV2 398 216 0.02% 0.002%
71  8.633 2253 2268 2306 rBV 366693 678255 59.31% 7.611%
72 8.922 2355 2358 2363 rBV3 362 321 0.03% 0.004%
73 9.057 2397 2400 2402 rBvV 188 152 0.01% 0.002%
74  9.160 2430 2432 2438 rBV2 282 239 0.02% 0.003%
75 9.417 2499 2512 2539 rBV 477186 795699 69.58%  8.928%
76 9.697 2592 2599 2606 rBv4 1289 1848 0.16% 0.021%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51222\
Data File : VU@48531.D

Acqg On : 12 May 2022 11:00

Operator : SY/MD

Sample : VUe512MBLO1

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

ALS vial : 4 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_ U\Method\SFAMULMO50622WMA .M
Title : VOC Analysis

77 9.768 2617 2621 2623 rBV2 251 175 0.02% 0.002%
78 10.092 2714 2722 2724 rBV2 536 577 ©0.05% 0.006%
79 10.195 2751 2754 2756 rBV2 293 163 0.01% 0.002%
80 10.211 2756 2759 2761 rBV2 237 174 0.02% 0.002%
81 10.398 2815 2817 2820 rBV 229 185 0.02% 0.002%
82 10.558 2864 2867 2871 rBV 263 190 0.02% 0.002%
83 10.642 2889 2893 2896 rBV2 425 368 0.03% 0.004%
84 10.671 2897 2902 2911 rVB3 1924 2224 0.19% 0.025%
85 10.758 2915 2929 2948 rBV 384992 634462 55.48% 7.119%
86 10.832 2948 2952 2958 rBV2 485 506 0.04% 0.006%
87 11.089 3029 3032 3035 rBV3 654 442 0.04% 0.005%
88 11.234 3075 3077 3080 rBV 232 169 ©0.01% 0.002%
89 11.452 3140 3145 3146 rBV3 1103 862 0.08% 0.010%
90 11.745 3231 3236 3244 rBV5 1437 1958 0.17% 0.022%
91 11.812 3244 3257 3274 rBV 506762 809608 70.79%  9.085%

92 12.192 3362 3375 3395 rBV 547702 893838 78.16% 10.030%

93 12.417 3443 3445 3449 rBV2 374 272 0.02% 0.003%
94 12.472 3458 3462 3466 rBV2 273 286 0.03% 0.003%
95 12.616 3504 3507 3512 rVB 392 359 0.03% 0.004%
96 12.639 3512 3514 3518 rVB2 310 174 0.02% 0.002%
97 12.758 3549 3551 3553 rBV 331 199 0.02% 0.002%
98 13.227 3690 3697 3705 rVVe 1486 2537 0.22% 0.028%
99 13.845 3880 3889 3897 rBV6 3211 4945 0.43% 0.055%
100 14.031 3943 3947 3951 rBV2 502 480 0.04% 0.005%
Sum of corrected areas: 8911969
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51222\
Data File : VU@48531.D

Acqg On : 12 May 2022 11:00

Operator : SY/MD

Sample ¢ VUe512MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU048531.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051222\
Data File : VU@48531.D

Acqg On : 12 May 2022 11:00

Operator : SY/MD

Sample ¢ VUe512MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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_U\Data\VU@51222\
Data File : VU@48531.D

Acqg On : 12 May 2022 11:00

Operator : SY/MD

Sample : VUe512MBLO1

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

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO50622WMA .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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