LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101723\
Data File : VU@55786.D

Acqg On : 17 Oct 2023 11:37

Operator : MD/SY

Sample : VUlel7MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55786.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.599 88 96 112 rBV 213254 261273 12.69% 1.619%
2 1.885 178 185 205 rVB 173517 264255 12.83% 1.637%
3 2.512 378 380 382 rBV3 624 358 0.02% 0.002%
4 2,557 382 394 412 rVW 385318 627315 30.46%  3.886%
5 2.750 452 454 459 rBV4 485 442 0.02% 0.003%
6 2.792 462 467 470 rVB6 1288 1141 0.06% 0.007%
7 2.894 494 499 502 rVB3 504 453  0.02% 0.003%
8 3.036 533 543 556 rVB6 3567 6544 0.32% 0.041%
9 3.155 577 580 582 rBv2 440 330 0.02% 0.002%
106 3.174 583 586 588 rVW 524 358 0.02% 0.002%
11 3.232 601 604 608 rBv2 385 293 0.01% 0.002%
12 3.293 620 623 626 rvVB2 433 306 0.01% 0.002%
13 3.322 626 632 634 rBv2 311 384 0.02% 0.002%
14 3.374 641 648 652 rBv2 321 329 0.02% 0.002%
15 3.496 683 686 689 rvv2 327 274 0.01% 0.002%
16 3.512 689 691 696 rvv2 400 378 0.02% 0.002%
17 3.538 696 699 705 rVB2 507 509 0.02% 0.003%
18 3.624 723 726 731 rVB2 257 270 0.01% 0.002%
19 3.702 747 750 757 rVB2 640 481 0.02% 0.003%
20 3.956 825 829 834 rVB2 277 330 0.02% 0.002%
21 4.081 864 868 871 rBv2 300 272 0.01% 0.002%
22 4,132 879 884 887 rBV2 388 296 0.01% 0.002%
23 4.615 1023 1034 1080 rBV 166918 474771 23.05% 2.941%
24 4.939 1131 1135 1137 rBV 590 392 0.02% 0.002%
25 5.055 1155 1171 1197 rBV 371316 829556 40.28% 5.139%
26 5.290 1241 1244 1248 rVB4 787 579 0.03% 0.004%
27 5.328 1248 1256 1258 rBV5S 841 1003 0.05% 0.006%
28 5.718 1353 1377 1408 rBV2 753556 2059575 100.00% 12.759%
29 5.955 1448 1451 1453 rBvV3 556 374 0.02% 0.002%
30 5.975 1453 1457 1459 rBV3 728 638 0.03% 0.004%
31 6.026 1468 1473 1474 rBV3 407 340 0.02% 0.002%
32 6.045 1477 1479 1482 rVV2 571 401 0.02% 0.002%
33 6.078 1485 1489 1493 rVB3 321 275 0.01% 0.002%
34 6.116 1493 1501 1505 rBV4 523 835 0.04% 0.005%
35 6.245 1527 1541 1563 rBV 612240 1184010 57.49% 7.335%
36 6.412 1591 1593 1597 rVB2 1343 913 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101723\
Data File : VU@55786.D

Acqg On : 17 Oct 2023 11:37

Operator : MD/SY

Sample : VUlel7MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/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\SFAMULM101023WMA.M
Title : VOC Analysis
37 6.438 1597 1601 1604 rVB4 415 331 0.02% 0.002%
38 6.528 1618 1629 1643 rBV4 24719 48503 2.36% ©0.300%
39 6.685 1663 1678 1708 rBV 477083 942100 45.74% 5.836%
40 6.878 1734 1738 1743 rVB5 609 541 0.03% 0.003%
41  7.013 1777 1780 1784 rBV2 372 358 0.02% 0.002%
42 7.193 1825 1836 1847 rBV8 3856 9714 0.47% 0.060%
43 7.238 1847 1850 1857 rVv4 1312 1440 0.07% 0.009%
44  7.271 1857 1860 1864 rVB2 491 429 0.02% 0.003%
45  7.505 1930 1933 1938 rBV2 516 438 0.02% 0.003%
46 7.563 1938 1951 1978 rBV 248665 458223 22.25% 2.839%
47 7.708 1990 1996 2011 rVB8 1989 4016 ©0.19% 0.025%
48  7.798 2021 2024 2026 rBvV2 569 297 0.01% 0.002%
49 7.894 2040 2054 2088 rBV 890804 1573288 76.39% 9.746%
50 8.177 2131 2142 2168 rBV 178426 308026 14.96% 1.908%
51 8.351 2190 2196 2199 rVB4 598 485 0.02% 0.003%
52 8.441 2221 2224 2226 rBV2 430 311 0.02% 0.002%
53  8.553 2254 2259 2262 rBV2 653 636 0.03% 0.004%
54  8.637 2272 2285 2320 rBV5 464424 1224148 59.44%  7.584%
55 8.910 2365 2370 2372 rBvV3 490 376 0.02% 0.002%
56 9.241 2470 2473 2477 rVB4 605 343 0.02% 0.002%
57 9.274 2477 2483 2485 rBvV2 464 434 0.02% 0.003%
58 9.287 2485 2487 2490 rVB 539 306 0.01% 0.002%
59 9.415 2514 2527 2557 rBV 919892 1560560 75.77% 9.668%
60 9.566 2572 2574 2579 rVB4 940 474 0.02% 0.003%
61 9.627 2588 2593 2595 rBV2 421 435 0.02% 0.003%
62 9.685 2609 2611 2613 rVV2 707 426 0.02% 0.003%
63 9.698 2613 2615 2623 rVv3 1602 1555 ©0.08% 0.010%
64 9.859 2660 2665 2670 rVB 376 377 0.02% 0.002%
65 10.277 2791 2795 2798 rVB 419 311 0.02% 0.002%
66 10.344 2813 2816 2820 rBV 402 290 0.01% ©0.002%
67 10.373 2820 2825 2828 rBV2 357 388 0.02% 0.002%
68 10.405 2832 2835 2841 rVB2 524 556 0.03% 0.003%
69 10.434 2841 2844 2846 rBV2 396 294 0.01% 0.002%
70 10.753 2927 2943 2967 rBV 731802 1222849 59.37% 7.576%
71 10.859 2973 2976 2983 rVB3 773 680 0.03% 0.004%
72 10.891 2983 2986 2989 rBV2 495 338 0.02% 0.002%
73 10.975 3010 3012 3016 rVv2 458 287 0.01% 0.002%
74 11.023 3022 3027 3030 rVB2 696 607 ©0.03% 0.004%
75 11.415 3147 3149 3151 rBV2 588 320 0.02% 0.002%
76 11.476 3162 3168 3172 rBv4 809 832 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101723\
Data File : VU@55786.D

Acqg On : 17 Oct 2023 11:37

Operator : MD/SY

Sample : VUlel7MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/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\SFAMULM101023WMA.M
Title : VOC Analysis
77 11.502 3174 3176 3182 rVB 360 299 0.01% 0.002%
78 11.592 3200 3204 3208 rBV 527 425 0.02% 0.003%
79 11.753 3249 3254 3259 rVB4 1282 1250 0.06% 0.008%
80 11.811 3259 3272 3297 rBV 936609 1502019 72.93% 9.305%
81 11.981 3322 3325 3328 rBV3 600 415 0.02% 0.003%
82 12.190 3375 3390 3414 rBV 907802 1533295 74.45% 9.499%
83 12.450 3469 3471 3474 rBV2 505 290 0.01% 0.002%
84 12.476 3476 3479 3485 rVB2 917 523 0.03% 0.003%
85 12.528 3491 3495 3497 rBV2 743 400 0.02% 0.002%
86 12.704 3547 3550 3554 rVB3 701 543 0.03% 0.003%
87 12.740 3556 3561 3563 rBV3 594 530 0.03% 0.003%
88 13.010 3641 3645 3647 rBvV2 862 631 0.03% 0.004%
89 13.064 3659 3662 3665 rBV2 609 434 0.02% 0.003%
90 13.116 3675 3678 3681 rBV2 752 421 0.02% 0.003%
91 13.232 3710 3714 3716 rBV3 620 509 0.02% 0.003%
92 13.357 3750 3753 3754 rBV 532 290 0.01% 0.002%
93 13.862 3904 3910 3920 rVB7 2664 4051 ©0.20% ©0.025%
94 13.965 3940 3942 3944 rBV2 460 263 0.01% 0.002%
95 14.109 3981 3987 3989 rBV3 1906 1985 0.10% 0.012%
96 14.344 4052 4060 4069 rBV7 2138 3916 0.19% 0.024%
97 14.563 4126 4128 4131 rBV3 763 544 0.03% 0.003%
98 14.833 4210 4212 4218 rBV3 694 517 0.03% 0.003%
99 15.032 4272 4274 4279 rBV4 1485 1173 0.06% 0.007%
100 15.138 4304 4307 4311 rBV3 863 840 0.04% 0.005%
Sum of corrected areas: 16142138
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101723\
Data File : VU@55786.D

Acqg On : 17 Oct 2023 11:37

Operator : MD/SY

Sample ¢ VUle17MBLeO1

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\SFAMULM101023WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU055786.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101723\
Data File : VU@55786.D

Acqg On : 17 Oct 2023 11:37

Operator : MD/SY

Sample ¢ VUle17MBLeO1

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\SFAMULM101023WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU101723\
Data File : VU@55786.D

Acqg On : 17 Oct 2023 11:37

Operator : MD/SY

Sample : VUle17MBLO1

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\SFAMULM101023WMA.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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