LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV122023\
Data File : VV@33498.D

Acqg On : 20 Dec 2023 09:56

Operator : SY/MD

Sample : V1220MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/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_ V\Method\SFAMVLM121523WMA.M
Title : VOC Analysis

Signal : TIC: VV@33498.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 68 74 93 rVB 183088 192916 16.47% 2.181%
2 1.532 146 153 165 rVB 156386 180293 15.39% 2.038%
3 2.060 308 317 335 rBV = 302313 436710 37.28% 4.936%
4 2.378 414 416 417 rBV2 1513 606 0.05% 0.007%
5 2.622 489 492 496 rBV6 991 814 0.07% ©0.009%
6 2.651 500 501 505 rBV3 746 588 0.05% 0.007%
7 2.973 599 601 604 rBvV3 936 568 0.05% 0.006%
8 3.011 611 613 618 rVB5 920 594 0.05% 0.007%
9 3.040 621 622 626 rBv4 827 534 0.05% 0.006%
106 3.098 637 640 641 rBV3 878 549 0.05% 0.006%
11  3.127 645 649 653 rVB3 1695 1185 0.10% 0.013%
12 3.147 653 655 657 rBvV2 808 509 0.04% 0.006%
13 3.208 670 674 679 rBV6 1333 1508 0.13% 0.017%
14 3.320 706 709 710 rBV3 1533 978 0.08% 0.011%
15 3.394 729 732 734 rVB3 1252 828 0.07% 0.009%
16 3.433 739 744 745 rBv4 1200 940 0.08% 0.011%
17 3.555 778 782 784 rBV4 1077 852 0.07% 0.010%
18 3.658 809 814 815 rBv4 1144 676 0.06% ©0.008%
19 3.716 830 832 834 rBV3 687 466 0.04% 0.005%
20 3.786 844 854 881 rBV 65005 188629 16.10% 2.132%
21  4.246 984 997 1019 rBV 180213 463493 39.57% 5.239%
22 4.500 1074 1076 1078 rBvV3 1226 650 0.06% 0.007%
23 4.725 1144 1146 1149 rBV3 1207 580 0.05% 0.007%
24  4.741 1149 1151 1154 rBV4 1057 608 0.05% 0.007%
25 4.899 1196 1200 1202 rBV3 1534 1097 ©0.09% 0.012%
26 4.957 1202 1218 1247 rVV3 436636 1171325 100.00% 13.240%
27 5.465 1373 1376 1379 rBV5S 1668 1229 0.10% 0.014%
28 5.532 1386 1397 1426 rBV 340946 709941 60.61% 8.025%
29 5.986 1527 1538 1564 rBV 253757 525349 44.85% 5.938%
30 6.497 1695 1697 1702 rBV6 1207 1074 0.09% 0.012%
31 6.593 1723 1727 1728 rBV3 1329 767 0.07% ©0.009%
32 6.603 1728 1730 1733 rVB3 1270 606 0.05% 0.007%
33  6.822 1795 1798 1802 rBV5 803 684 0.06% ©0.008%
34 6.912 1815 1826 1846 rBvV2 121313 231349 19.75%  2.615%
35 7.243 1917 1929 1954 rBV 496106 886699 75.70% 10.022%

36 7.555 2017 2026 2047 rBV 85689 156788 13.39% 1.772%
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: VOC Analysis

2078 2080 2082 rVB3 1898 890 0.08%
2123 2127 2131 rBV7 1489 1332 0.11%
2133 2138 2141 rBVv7 1867 2088 0.18%
2163 2172 22106 rBvV2 215709 468786 40.02%
2277 2279 2282 rBV4 1726 1072 0.09%
2317 2321 2323 rBV5 1431 792 0.07%
2362 2365 2366 rBvV3 876 503 0.04%
2383 2386 2392 rVB6 1604 1187 ©0.10%
2394 2408 2434 rBV 549076 913902 78.02%
2576 2578 2580 rBv2 1027 524 0.04%
2588 2590 2592 rVB3 1390 595 0.05%
2621 2625 2627 rBv4 2064 1518 0.13%
2652 2654 2656 rvVvB3 1481 637 0.05%
2682 2685 2687 rBv4 1266 717 0.06%
2696 2700 2702 rBV3 928 708  0.06%
2734 2735 2737 rBV 963 515 0.04%
2803 2806 2807 rBV3 948 469 0.04%
2812 2814 2818 rVB5 1000 587 0.05%
2819 2834 2857 rBV 320407 524398 44.77%
2880 2882 2884 rBV2 950 498 0.04%
2895 2898 2899 rBV2 1063 574  0.05%
2907 2910 2912 rBV3 1155 745  0.06%
2928 2937 2942 rBvV1e 2413 3679 0.31%
2971 2973 2977 rBvV3 1268 1041 0.09%
2986 2991 2994 rBVS 1316 1145 0.10%
2994 2997 2999 rvv3 1263 859 0.07%
3024 3028 3031 rBV6 963 778  0.07%
3031 3036 3041 rVB8 1636 1896 0.16%
3041 3043 3045 rBV3 1124 581 0.05%
3075 3076 3080 rVB2 1018 500 0.04%
3089 3093 3097 rVVe6 787 641 0.05%
3100 3102 3107 rBV5 1262 777  0.07%
3107 3109 3112 rBVv4 1185 742 0.06%
3129 3137 3144 rBV1e 4430 8202 0.70%
3145 3155 3180 rVWW 500772 799929 68.29%
3226 3230 3231 rBV3 1113 605 0.05%
3231 3233 3237 rVW4 768 544  0.05%
3258 3272 3298 rBV 495371 796921 68.04%
3367 3370 3373 rBV4 797 454 0.04%
3380 3382 3384 rBV2 909 510 0.04%

: Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM121523WMA.M
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VV122023\
Data File : VV@33498.D

Acqg On : 20 Dec 2023 09:56

Operator : SY/MD

Sample : V1220MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_V/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_ V\Method\SFAMVLM121523WMA.M
Title : VOC Analysis
77 12.249 3482 3486 3490 rBV6 1697 974 0.08% 0.011%
78 12.374 3519 3525 3530 rVB7 2290 3143 0.27% 0.036%
79 12.403 3530 3534 3535 rBV4 1122 760 0.06% 0.009%
80 12.448 3545 3548 3552 rBV6 1065 793 0.07% 0.009%
81 12.506 3563 3566 3568 rVB3 1466 643 0.05% 0.007%
82 12.522 3568 3571 3573 rBV3 1102 656 0.06% 0.007%
83 12.590 3583 3592 3601 rBV7 7342 12097 1.03% 0.137%
84 12.744 3637 3640 3644 rBV6 1486 1617 ©0.14% ©0.018%
85 12.850 3671 3673 3675 rBV2 1008 623 0.05% 0.007%
86 12.863 3675 3677 3686 rVB7 892 736 0.06% ©0.008%
87 12.985 3709 3715 3717 rBV4 1667 1548 0.13% 0.017%
88 13.021 3724 3726 3729 rBV4 958 577 ©0.05% 0.007%
89 13.204 3774 3783 3794 rBV4 12421 21966 1.88% 0.248%
90 13.281 3802 3807 3811 rBV7 1055 1055 0.09% 0.012%
91 13.442 3848 3857 3867 rBV 34673 59390 5.07% 0.671%
92 13.683 3922 3932 3946 rBV6 16232 28843 2.46% 0.326%
93 13.853 3983 3985 3988 rBV3 1129 521 ©0.04% 0.006%
94 13.927 4006 4008 4010 rBV2 1215 671 0.06% ©0.008%
95 14.316 4127 4129 4132 rVB3 1292 697 ©0.06% ©0.008%
96 14.767 4267 4269 4272 rVB4 1209 635 0.05% 0.007%
97 14.927 4317 4319 4321 rBV2 1127 599 0.05% 0.007%
98 15.242 4415 4417 4420 rBV3 997 504 0.04% 0.006%
99 15.262 4421 4423 4427 rVB3 1120 738 0.06% 0.008%
100 15.329 4441 4444 4449 rBV7 1350 1503 0.13% 0.017%
Sum of corrected areas: 8847112
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122023\
Data File : VV@33498.D

Acqg On : 20 Dec 2023 09:56

Operator : SY/MD

Sample : VV1220MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV033498.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv122023\
Data File : VV@33498.D

Acqg On : 20 Dec 2023 09:56

Operator : SY/MD

Sample : VV1220MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.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_V\Data\VV122023\
Data File : VV033498.D

Acqg On : 20 Dec 2023 09:56

Operator : SY/MD

Sample : VW1220MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM121523WMA.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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