LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV037544.D

Acq On : 26 Sep 2024 13:57

Operator : SY/MD

Sample : P4131-13ME

Misc : 5.14/5mL/100UL/5ML/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

Signal : TIC: VV@37544.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.191 35 47 49 rBV2 8380 13194 0.31% 0.043%
2 1.278 66 74 91 rBvV 527246 669327 15.59% 2.200%
3 1.445 111 126 127 rBV9 25129 42810 1.00% 0.141%
4 1.507 139 145 160 rVB 279561 349655 8.15% 1.149%
5 2.044 302 312 331 rBV 1080428 1570775 36.59% 5.162%
6 2.799 545 547 550 rBv4 2140 1310 0.03% 0.004%
7 3.285 695 698 703 rVB4 809 635 0.01% 0.002%
8 3.310 703 706 712 rVB6 906 755 0.02% 0.002%
9 3.542 773 778 783 rVB5 835 899 0.02% 0.003%
10 3.568 783 786 790 rBV5 874 782 0.02% 0.003%
11 3.716 827 832 835 rBV4 849 833 0.02% 0.003%
12 3.796 848 857 921 rBV 133410 556923 12.97% 1.830%
13 4.240 974 995 1032 rBV 651988 1712139 39.88% 5.626%
14 4.609 1107 1110 1115 rBV4 692 635 0.01% 0.002%
15 4.693 1131 1136 1139 rBV5 558 560 0.01% 0.002%
16 4.728 1143 1147 1149 rVV4 856 786 0.02% 0.003%
17 4.886 1193 1196 1197 rBV 1128 544 0.01% 0.002%
18 4.944 1197 1214 1265 rBV2 1691835 4292803 100.00% 14.107%
19 5.294 1320 1323 1326 rBV4 930 631 0.01% 0.002%
20 5.526 1383 1395 1435 rBV 1097752 2307915 53.76% 7.584%
21 5.773 1468 1472 1478 rVB7 1550 1580 0.04% 0.005%
22 5.828 1478 1489 1497 rBV4 14017 31428 0.73% 0.103%
23 5.982 1523 1537 1573 rBV 902424 1916936 44.65% 6.299%
24 6.249 1617 1620 1627 rVB8 1981 2354 0.05% 0.008%
25 6.281 1627 1630 1635 rBV7 1224 944 0.02% 0.003%
26 6.590 1722 1726 1729 rBV5 1387 1084 0.03% 0.004%
27 6.725 1766 1768 1772 rBV3 828 768 0.02% 0.003%
28 6.786 1785 1787 1792 rBV4 892 614 0.01% 0.002%
29 6.854 1804 1808 1811 rBV4 720 680 0.02% 0.002%
30 6.905 1811 1824 1859 rBV 503052 985204 22.95% 3.238%
31 7.166 1900 1905 1908 rBV7 2013 2108 0.05% 0.007%
32 7.236 1915 1927 1954 rBV 1989305 3510004 81.76% 11.534%
33 7.548 2015 2024 2061 rBV 338546 641729 14.95% 2.109%
34 7.796 2099 2101 2108 rVB9 1482 1238 0.03% 0.004%
35 7.902 2132 2134 2138 rBV2 1155 830 0.02% 0.003%

36 8.027 2163 2173 2219 rBV2 471737 1205074 28.07% 3.960%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV037544.D

Acq On : 26 Sep 2024 13:57

Operator : SY/MD

Sample : P4131-13ME

Misc : 5.14/5mL/100UL/5ML/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 8.468 2307 2310 2311 rBV3 1202 662 0.02% 0.002%
38  8.555 2329 2337 2342 rBV7 1891 3065 ©0.07% 0.010%
39 8.619 2354 2357 2358 rBV3 1016 643 0.01% 0.002%
40 8.776 2395 2406 2438 rBV 1708421 2841084 66.18%  9.336%
41  9.030 2481 2485 2486 rBV3 1481 1039 0.02% ©0.003%
42  9.201 2534 2538 2540 rBV4 848 665 0.02% 0.002%
43 9.227 2544 2546 2549 rBV5 983 626 0.01% 0.002%
44  9.320 2572 2575 2580 rVW4 1e81 883 0.02% 0.003%
45 9.458 2614 2618 2620 rBV4 810 549 0.01% 0.002%
46 9.484 2624 2626 2628 rBvV3 1053 629 0.01% 0.002%
47  9.535 2637 2642 2645 rBV4 1299 1093 0.03% ©0.004%
48 9.580 2653 2656 2661 rVB5 1124 878 0.02% 0.003%
49 9.619 2665 2668 2671 rBV4 640 552 0.01% 0.002%
50 9.712 2693 2697 2698 rBV4 1059 808 0.02% 0.003%
51 9.776 2714 2717 2725 rVB5 807 854 0.02% ©0.003%
52 9.866 2740 2745 2748 rBV5 1181 1172 ©.03% ©0.004%
53 10.088 2812 2814 2819 rVB6 903 780 0.02% ©0.003%
54 10.146 2819 2832 2857 rBV 1051890 1688181 39.33% 5.548%
55 10.310 2880 2883 2885 rBV4 799 617 0.01% 0.002%
56 10.397 2905 2910 2913 rVB6 1286 1130 ©.03% ©0.004%
57 10.481 2929 2936 2941 rBV5 1985 2523 0.06% ©.008%
58 10.551 2953 2958 2962 rBV5 1122 1106 ©.03% ©.004%
59 10.625 2979 2981 2985 rVB4 1034 556 ©0.01% 0.002%
60 10.667 2990 2994 2996 rBvV2 1075 633 0.01% 0.002%
61 10.783 3024 3030 3036 rBv8 2563 3175 0.07% 0.010%
62 10.834 3044 3046 3048 rBv2 1037 553 0.01% 0.002%
63 10.857 3048 3053 3067 rvVB2 2944 4915 0.11% 0.016%
64 10.960 3082 3085 3090 rvVB5 700 620 0.01% 0.002%
65 11.030 3103 3107 3109 rBvV3 681 584 0.01% 0.002%
66 11.046 3110 3112 3115 rVB2 1207 674 0.02% 0.002%
67 11.066 3115 3118 3120 rBv2 1188 769 0.02% 0.003%
68 11.133 3131 3139 3142 rBV7 3293 4649 0.11% 0.015%
69 11.178 3142 3153 3189 rVV 1832748 2812209 65.51% 9.241%
70 11.551 3258 3269 3297 rBV 1993747 3159628 73.60% 10.383%
71 11.799 3342 3346 3348 rBvV3 919 650 0.02% 0.002%
72 11.889 3368 3374 3377 rBV6 1304 1090 ©0.03% ©0.004%
73 11.908 3377 3380 3383 rVB3 1183 700 0.02% 0.002%
74 12.120 3442 3446 3448 rBvV3 903 736 0.02% 0.002%
75 12.181 3461 3465 3471 rVB7 1307 1432 0.03% 0.005%
76 12.297 3495 3501 3504 rVV5 780 867 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV037544.D

Acq On : 26 Sep 2024 13:57

Operator : SY/MD

Sample : P4131-13ME

Misc : 5.14/5mL/100UL/5ML/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 12.345 3509 3516 3519 rBV4 2375 3009 0.07% 0.010%
78 12.490 3558 3561 3567 rVB5 768 698 0.02% 0.002%
79 12.583 3584 3590 3592 rBV5 2944 2791 0.07% 0.009%
80 12.828 3664 3666 3670 rBV3 737 630 0.01% ©0.002%
81 12.927 3693 3697 3700 rBV3 1502 1159 0.03% 0.004%
82 13.014 3714 3724 3739 rBVe6 9527 21165 0.49% 0.070%
83 13.165 3767 3771 3773 rBV3 942 712 0.02% 0.002%
84 13.210 3777 3785 3788 rBV8 4566 5635 0.13% 0.019%
85 13.271 3802 3804 3809 rBV3 727 549 0.01% 0.002%
86 13.342 3822 3826 3828 rBV3 1041 1018 0.02% 0.003%
87 13.413 3845 3848 3849 rBV2 989 576 0.01% 0.002%
88 13.448 3854 3859 3873 rVB4 5368 10763 0.25% 0.035%
89 13.535 3882 3886 3889 rBV5 1021 812 0.02% 0.003%
90 13.593 3901 3904 3906 rVvv3 983 572 0.01% 0.002%
91 13.641 3914 3919 3920 rBV3 831 607 0.01% 0.002%
92 13.680 3926 3931 3932 rBv4 2815 1997 0.05% 0.007%
93 13.837 3977 3980 3984 rBV4 1095 749 0.02% 0.002%
94 13.914 4001 4004 4008 rBV4 800 623 0.01% 0.002%
95 13.966 4015 4020 4021 rBV2 1728 1247 0.03% 0.004%
96 14.049 4044 4046 4049 rBV4 826 604 0.01% 0.002%
97 14.107 4060 4064 4066 rBV4 975 865 0.02% 0.003%
98 14.165 4079 4082 4086 rBB5 1350 946 0.02% ©0.003%
99 14.535 4194 4197 4200 rBV3 1640 942 0.02% 0.003%
100 15.432 4470 4476 4477 rBV4 1508 1690 0.04% 0.006%
Sum of corrected areas: 30430824
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\

: VWe37544.D

: 26 Sep 2024 13:57

: SY/MD

: P4131-13ME

: 5.14/5mL/100UL/5ML/MSVOA_V/MEOH
1 Sample Multiplier: 1

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

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV037544.D\data.ms
4.944
1500000
2.044 5.526
1000000 5.982
4.240
1.278
500000
1.507
3.796
1.191 1.4 2.799 BB BHERT GOSE28.88 5.294 55828
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Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40
Abundance TIC: VV037544.D\data.ms
7.236 11.178 11.651
8.776
1500000
10.146
1000000
500000 6.905 8.027
Osm 7.1l 7 7990 8%5119 9 OS@MEBM:MSB&O 8 0181 BDIHERREN 111MDSRER.
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Time--> 7.00 800 850 900 950 1000 10.50 11.00 11.50 12.00
Abundance TIC: VV037544.D\data.ms
Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092624\
Data File : VV@37544.D

Acqg On : 26 Sep 2024 13:57

Operator : SY/MD

Sample : P4131-13ME

Misc : 5.14/5mL/100UL/5ML/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\VV092624\
Data File : VV@37544.D

Acq On : 26 Sep 2024 13:57

Operator : SY/MD

Sample : P4131-13ME

Misc : 5.14/5mL/100UL/5ML/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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