LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37655.D

Acq On : 30 Sep 2024 15:15

Operator : SY/MD

Sample : P4183-16ME

Misc : 4.32g/5mL/100ul/5m1/MSVOA_V/MEOH

ALS Vial : 1  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF
Sampling : 1
Start Thrs: 0.2

Filtering: 5

Min Area:

Max Peaks: 100
Peak Location: TOP

@ % of largest Peak

Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37655.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.188 41 46 49 rBV3 4419 4518 0.11% 0.015%
2 1.214 49 54 61 rvv2 8626 11034 0.26% 0.036%
3 1.278 67 74 92 rBvV 384962 485721 11.49% 1.567%
4 1.468 109 133 136 rBV8 38947 112775 2.67% 0.364%
5 1.510 140 146 166 rVB 243582 362729 8.58% 1.171%
6 2.043 302 312 331 rBV 890373 1287410 30.46%  4.155%
7 3.310 703 706 711 rBV5 431 463 0.01% 0.001%
8 3.381 725 728 733 rVB5 789 625 0.01% 0.002%
9 3.426 739 742 744 rBV2 905 624 0.01% 0.002%
10 3.452 746 750 753 rVVé 777 613 0.01% 0.002%
11 3.503 764 766 769 rBV2 1102 584 0.01% 0.002%
12 3.564 783 785 789 rBV3 648 516 0.01% 0.002%
13 3.667 813 817 818 rBV2 774 434 0.01% 0.001%
14 3.699 825 827 833 rVB5 782 619 0.01% 0.002%
15 3.764 843 847 848 rBV2 845 489 0.01% 0.002%
16 3.799 848 858 876 rBV 128587 377814 8.94% 1.219%
17 4.236 977 994 1045 rVB 648225 1763357 41.73% 5.691%
18 4.445 1057 1059 1063 rBV3 805 702 0.02% 0.002%
19 4.494 1070 1074 1077 rBV3 829 726 0.02% 0.002%
20 4.548 1088 1091 1092 rBV 1027 614 0.01% 0.002%
21 4.635 1116 1118 1122 rVB4 685 432 0.01% 0.001%
22 4.680 1130 1132 1136 rVB2 671 404 0.01% 0.001%
23 4.719 1143 1144 1146 rVV 762 402 0.01% 0.001%
24 4.863 1187 1189 1193 rVB2 755 401 0.01% 0.001%
25 4.889 1193 1197 1198 rBv2 590 366 0.01% 0.001%
26 4.944 1198 1214 1261 rBV2 1604509 4226044 100.00% 13.638%
27 5.172 1282 1285 1290 rVB6 1415 932 0.02% 0.003%
28 5.265 1307 1314 1316 rBV5S 1855 1597 0.04% 0.005%
29 5.526 1380 1395 1435 rBV 1109909 2409178 57.01% 7.775%
30 5.828 1480 1489 1507 rBV8 8209 20713 0.49% 0.067%
31 5.982 1521 1537 1570 rBV 905129 2003569 47.41% 6.466%
32 6.905 1814 1824 1857 rBV 503974 1018422 24.10% 3.287%
33 7.236 1915 1927 1970 rBV 1885719 3472628 82.17% 11.207%
34 7.513 2010 2013 2014 rBV3 1199 736 0.02% 0.002%
35 7.548 2014 2024 2067 rVwV 352432 686616 16.25% 2.216%

36 8.030 2164 2174 2209 rBV 489449 1333228 31.55% 4.303%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37655.D

Acq On : 30 Sep 2024 15:15

Operator : SY/MD

Sample : P4183-16ME

Misc : 4.32g/5mL/100ul/5m1/MSVOA_V/MEOH

ALS Vial : 1  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\SFAMVLM@92624WMA .M
Title : VOC Analysis
37 8.612 2352 2355 2357 rBV3 747 358 0.01% 0.001%
38 8.718 2386 2388 2393 rVB5 1145 786 0.02% ©0.003%
39 8.780 2395 2407 2440 rBV 1758427 2989151 70.73% 9.646%
40 9.146 2519 2521 2524 rBV3 852 615 0.01% 0.002%
41  9.175 2526 2530 2534 rVB6 1750 1646 0.04% ©0.005%
42  9.304 2564 2570 2574 rBV7 1088 1018 ©0.02% ©.003%
43  9.345 2581 2583 2585 rBV3 874 438 0.01% ©0.001%
44 9.423 2604 2607 2609 rBvV2 828 390 0.01% 0.001%
45 9.464 2616 2620 2622 rBV4 1117 863 0.02% 0.003%
46  9.641 2672 2675 2680 rBV6 1525 1270 ©.03% ©0.004%
47  9.725 2698 2701 2702 rBV 859 522 0.01% 0.002%
48 9.783 2716 2719 2724 rVB4 1254 1019 ©0.02% ©.003%
49 9.870 2740 2746 2749 rVB6 893 891 0.02% 0.003%
50 9.892 2751 2753 2756 rBv2 863 598 0.01% 0.002%
51 9.956 2771 2773 2777 rVB4 900 469 0.01% ©0.002%
52 9.998 2783 2786 2789 rBV4 560 378 0.01% 0.001%
53 10.011 2789 2790 2795 rVB3 1043 579 0.01% 0.002%
54 10.037 2795 2798 2800 rBV3 le81 696 0.02% 0.002%
55 10.079 2807 2811 2812 rBV3 657 378 0.01% 0.001%
56 10.149 2820 2833 2855 rBV 1145809 1918255 45.39% 6.191%
57 10.313 2881 2884 2885 rBV2 869 487 0.01% ©0.002%
58 10.378 2901 2904 2906 rBV4 1020 638 0.02% 0.002%
59 10.423 2916 2918 2920 rBV3 778 397 0.01% 0.001%
60 10.468 2931 2932 2934 rBV 752 357 0.01% 0.001%
61 10.487 2934 2938 2939 rvVv4 1103 854 0.02% 0.003%
62 10.657 2989 2991 2994 rBvV2 1038 711 0.02% 0.002%
63 10.702 3002 3005 3008 rBv4 829 657 0.02% 0.002%
64 10.850 3045 3051 3053 rBV6 2824 2947 0.07% 0.010%
65 10.905 3066 3068 3071 rVB3 1069 499 0.01% 0.002%
66 10.921 3071 3073 3074 rBV2 765 370 0.01% 0.001%
67 10.966 3080 3087 3088 rBv4 1354 1552 0.04% 0.005%
68 11.017 3100 3103 3104 rBV4 844 478 0.01% 0.002%
69 11.085 3117 3124 3129 rBV10 3179 4247 0.10% 0.014%
70 11.133 3129 3139 3142 rBV9 2976 4039 0.10% 0.013%
71 11.178 3142 3153 3183 rBV 1920041 2970050 70.28% 9.585%
72 11.554 3257 3270 3292 rBV 2173061 3451116 81.66% 11.137%
73 11.834 3354 3357 3359 rBv4 1680 1325 ©0.03% 0.004%
74 11.924 3383 3385 3387 rBV2 1009 519 0.01% 0.002%
75 11.969 3397 3399 3402 rVB4 1356 620 0.01% 0.002%
76 12.185 3460 3466 3467 rBvV4 2557 2221 0.05% ©0.007%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37655.D

Acq On : 30 Sep 2024 15:15

Operator : SY/MD

Sample : P4183-16ME

Misc : 4.32g/5mL/100ul/5m1/MSVOA_V/MEOH

ALS Vial : 1  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\SFAMVLM@92624WMA .M
Title : VOC Analysis
77 12.239 3480 3483 3488 rBV5 985 651 0.02% 0.002%
78 12.304 3498 3503 3507 rBV4 2314 2270 0.05% 0.007%
79 12.349 3513 3517 3518 rBV3 904 586 0.01% 0.002%
80 12.358 3518 3520 3524 rVB4 1545 1128 0.03% 0.004%
81 12.381 3524 3527 3529 rBV4 1209 782 0.02% 0.003%
82 12.429 3540 3542 3543 rBV 828 418 0.01% 0.001%
83 12.532 3568 3574 3577 rBV6 1146 1176 0.03% 0.004%
84 12.638 3605 3607 3611 rBV5 1377 868 0.02% 0.003%
85 12.654 3611 3612 3619 rVB6 1797 1140 0.03% 0.004%
86 12.812 3656 3661 3662 rBV5 1382 1154 0.03% 0.004%
87 12.892 3684 3686 3688 rBV2 1634 880 0.02% 0.003%
88 13.046 3730 3734 3736 rBV5 1076 860 0.02% 0.003%
89 13.149 3763 3766 3770 rBV4 1020 830 0.02% 0.003%
90 13.329 3820 3822 3826 rBv4 1028 783 0.02% 0.003%
91 13.406 3842 3846 3849 rBV4 988 989 0.02% 0.003%
92 13.551 3887 3891 3894 rBV7 2116 1963 0.05% 0.006%
93 13.577 3894 3899 3903 rBVe6 3183 3838 0.09% 0.012%
94 13.683 3926 3932 3939 rBVe6 3469 5738 0.14% 0.019%
95 13.795 3964 3967 3969 rBV3 1041 521 0.01% 0.002%
96 13.905 3994 4001 4003 rBV5 1980 2310 0.05% 0.007%
97 13.966 4016 4020 4021 rBV3 1464 1128 0.03% 0.004%
98 14.455 4170 4172 4175 rBV4 1413 795 0.02% 0.003%
99 14.612 4219 4221 4226 rVB6 2491 1515 0.04% 0.005%
100 14.927 4314 4319 4323 rBV7 1675 2306 0.05% 0.007%
Sum of corrected areas: 30987068
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37655.D

Acqg On : 30 Sep 2024 15:15

Operator : SY/MD

Sample : P4183-16ME

Misc : 4.32g/5mL/100ul/5m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VV037655.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37655.D

Acqg On : 30 Sep 2024 15:15

Operator : SY/MD

Sample : P4183-16ME

Misc : 4.32g/5mL/100ul/5m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37655.D

Acq On : 30 Sep 2024 15:15

Operator : SY/MD

Sample : P4183-16ME

Misc : 4.32g/5mL/100ul/5m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .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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