LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46303.D

Acqg On : 13 Dec 2021 10:26

Operator : SY/MD

Sample : VU1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46303.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 75 82 95 rVB 100450 110445 16.72%  2.212%
2 1.919 172 180 195 rVB 71304 91355 13.83% 1.830%
3 2.244 278 281 284 rBvV2 445 367 0.06% 0.007%
4 2.353 310 315 318 rBV2 512 506 ©0.08% 0.010%
5 2.456 343 347 351 rBV 451 405 0.06% 0.008%
6 2.478 351 354 360 rVB2 533 496 0.08% 0.010%
7 2.511 360 364 367 rBV 451 330 0.05% 0.007%
8 2.575 372 384 399 rBV 151801 249651 37.80% 5.000%
9 2.713 425 427 430 rVB 609 307 0.05% 0.006%
10 2.774 443 446 448 rBV2 393 298 0.05% 0.006%
11  2.925 487 493 495 rBV 448 448 0.07% 0.009%
12 3.003 511 517 521 rBV 575 684 0.10% 0.014%
13 3.054 529 533 535 rBV3 825 629 0.10% 0.013%
14 3.173 565 570 571 rBV 1194 941 0.14% 0.019%
15 3.327 613 618 621 rBv2 365 426 0.06% 0.009%
16 3.369 627 631 634 rVB 567 451 0.07% 0.009%
17 3.392 635 638 641 rBV 634 356 ©0.05% 0.007%
18 3.440 650 653 657 rVB 601 413 0.06% ©0.008%
19 3.494 667 670 674 rVB 397 337 0.05% 0.007%
20 3.530 674 681 686 rBv2 477 612 0.09% 0.012%
21 3.562 686 691 694 rBV 427 370 0.06% 0.007%
22 3.597 700 702 710 rVB2 272 305 0.05% 0.006%
23 3,752 746 750 754 rVB 682 657 0.10% 0.013%
24 3.816 767 770 775 rW 420 495 0.07% 0.010%
25 4.041 836 840 844 rBV 496 351 ©0.05% 0.007%
26 4.102 856 859 867 rVB 470 590 0.09% 0.012%
27 4.295 916 919 922 rVB2 473 325 0.05% 0.007%
28 4.504 981 984 990 rVB 592 655 ©0.10% 0.013%
29 4.649 1009 1029 1058 rBV 44608 165185 25.01% 3.309%
30 4.928 1113 1116 1119 rVB 855 555 0.08% 0.011%
31  4.954 1119 1124 1126 rBV2 586 576 0.09% 0.012%
32 5.006 1137 1140 1142 rVV2 591 411 0.06% 0.008%
33 5.070 1143 1160 1183 rVW 117476 263739 39.93% 5.283%
34 5.231 1207 1210 1215 rVWV 354 368 0.06% 0.007%
35 5.301 1227 1232 1237 rBvV2 388 546 ©0.08% 0.011%
36 5.446 1274 1277 1280 rBV2 426 309 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46303.D

Acqg On : 13 Dec 2021 10:26

Operator : SY/MD

Sample : VU1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 5.533 1301 1304 1307 rVB 452 296 0.04% 0.006%
38 5.732 1339 1366 1398 rBV2 242772 660469 100.00% 13.229%
39 5.993 1444 1447 1455 rVB 506 573 0.09% 0.011%
40 6.038 1458 1461 1465 rVB 560 375 0.06% ©0.008%
41 6.060 1465 1468 1472 rVB 461 323  0.05% 0.006%
42 6.089 1472 1477 1479 rBV2 455 415 0.06% 0.008%
43 6.141 1485 1493 1496 rBV 742 1079 0.16% 0.022%
44  6.173 1500 1503 1505 rBV 538 368 ©0.06% 0.007%
45 6.253 1514 1528 1546 rBV 172266 325714 49.32% 6.524%
46  6.456 1587 1591 1594 rBV 446 333  0.05% 0.007%
47 6.530 1608 1614 1624 rVB2 2415 3934 0.60% 0.979%
48 6.568 1624 1626 1633 rVB2 473 475 0.07% 0.010%
49 6.607 1633 1638 1641 rBV 715 781 0.12% 0.016%
50 6.697 1652 1666 1691 rVB 148924 289538 43.84% 5.799%
51 6.961 1745 1748 1754 rVB 637 612 0.09% 0.012%
52 7.057 1772 1778 1779 rBV 448 407 0.06% 0.008%
53 7.182 1812 1817 1819 rBV 532 489 0.07% 0.010%
54 7.568 1924 1937 1955 rBV 78684 139368 21.10% 2.791%
55 7.668 1963 1968 1969 rBvV2 550 387 0.06% 0.008%
56 7.797 2004 2008 2013 rVv2 670 720 0.11% 0.014%
57 7.903 2028 2041 2059 rBV 295950 511572 77.46% 10.246%
58 8.099 2098 2102 2106 rBV 455 436 0.07% 0.009%
59 8.182 2117 2128 2146 rBV 56971 95194 14.41% 1.907%
60 8.430 2202 2205 2208 rBV 541 380 0.06% ©0.008%
61 8.475 2216 2219 2221 rBV 537 365 0.06% 0.007%
62 8.639 2253 2270 2295 rBV 176598 329300 49.86% 6.596%
63 8.822 2321 2327 2331 rVB 546 572 0.09% 0.011%
64 8.851 2332 2336 2338 rBV 664 399 0.06% ©0.008%
65 8.867 2338 2341 2345 rVB 442 316 ©0.05% 0.006%
66 8.919 2350 2357 2364 rVB4 877 1221 0.18% 0.024%
67 9.356 2490 2493 2499 rBV2 462 425 0.06% 0.009%
68 9.420 2500 2513 2531 rBV 263928 435339 65.91% 8.720%
69 9.787 2624 2627 2630 rBV2 479 308 0.05% 0.006%
70  9.835 2635 2642 2644 rBV2 490 685 0.10% 0.014%
71 10.083 2716 2719 2723 rBV 532 412 0.06% ©0.008%
72 10.211 2756 2759 2762 rVB2 532 357 0.05% 0.007%
73 10.234 2763 2766 2768 rBV 410 301 0.05% ©0.006%
74 10.292 2780 2784 2788 rVB 832 773  0.12% 0.015%
75 10.382 2808 2812 2815 rBV 600 548 ©0.08% 0.011%
76 10.459 2833 2836 2838 rBV 517 336 0.05% 0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46303.D

Acqg On : 13 Dec 2021 10:26

Operator : SY/MD

Sample : VU1213MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 10.597 2874 2879 2883 rBV 586 526 ©0.08% 0.011%
78 10.674 2894 2903 2910 rBV4 2278 3837 ©0.58% 0.977%
79 10.758 2917 2929 2946 rBV 214967 348646 52.79% 6.983%
80 10.877 2960 2966 2967 rBV3 652 695 0.11% 0.014%
81 11.099 3033 3035 3038 rVB2 553 303 0.05% 0.006%
82 11.121 3038 3042 3046 rBV 514 578 0.09% 0.012%
83 11.459 3141 3147 3154 rBV6 1135 1991 0.30% 0.040%
84 11.610 3191 3194 3197 rVB 756 477 0.07% 0.010%
85 11.642 3197 3204 3206 rBV2 602 677 0.10% 0.014%
86 11.816 3246 3258 3275 rBV 281662 440870 66.75% 8.830%
87 11.941 3291 3297 3303 rBV4 671 1103 0.17% 0.022%
88 12.086 3339 3342 3346 rVB 688 447 0.07% 0.009%
89 12.195 3364 3376 3390 rVB 302987 478209 72.40% 9.578%
990 12.517 3472 3476 3479 rBV 754 595 0.09% 0.012%
91 12.536 3479 3482 3485 rBV 503 339 0.05% 0.007%
92 12.941 3605 3608 3610 rBV 570 393 0.06% 0.008%
93 13.050 3639 3642 3647 rVB 536 527 ©0.08% 0.011%
94 13.703 3841 3845 3850 rBV2 555 539 0.08% 0.011%
95 14.092 3959 3966 3977 rVB2 3172 4729 0.72% 0.095%
96 14.336 4035 4042 4049 rBVS 1928 3064 0.46% 0.061%
97 15.050 4261 4264 4266 rBV 679 386 0.06% 0.008%
98 15.623 4435 4442 4446 rBV3 691 1046 0.16% 0.021%
99 16.359 4667 4671 4673 rBV 768 592 0.09% 0.012%
100 17.195 4928 4931 4937 rBV2 1150 1326 0.20% 0.027%
Sum of corrected areas: 4992684
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46303.D

Acqg On : 13 Dec 2021 10:26

Operator : SY/MD

Sample ¢ VU1213MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046303.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46303.D

Acqg On : 13 Dec 2021 10:26

Operator : SY/MD

Sample : VU1213MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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\VU121321\
Data File : VU@46303.D

Acqg On : 13 Dec 2021 10:26

Operator : SY/MD

Sample : VU1213MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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