LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV037665.D

Acq On : 30 Sep 2024 18:51

Operator : SY/MD

Sample : P4162-16ME

Misc : 5.31g/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

Signal : TIC: VVO37665.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 39 46 49 rBvV2 8284 10300 0.37% 0.051%
2 1.278 67 74 91 rVB 254285 314644 11.45% 1.545%
3 1.442 110 125 126 rBV9 26468 49736 1.81% 0.244%
4 1.507 140 145 162 rVB 152028 191017 6.95% 0.938%
5 2.047 303 313 328 rBV 554783 810532 29.50% 3.980%
6 3.185 665 667 671 rVB3 1323 876 0.03% 0.004%
7 3.217 675 677 683 rVB4 1711 1447 0.05% 0.007%
8 3.314 703 707 710 rVB5 894 660 0.02% 0.003%
9 3.506 763 767 769 rBV4 619 487 0.02% 0.002%
10 3.548 777 780 781 rBV2 810 422 0.02% 0.002%
11 3.584 789 791 796 rVB3 618 545 0.02% 0.003%
12 3.609 796 799 801 rBV2 736 372 0.01% 0.002%
13 3.635 806 807 810 rVB3 933 413 0.02% 0.002%
14 3.719 831 833 837 rVB3 923 513 0.02% 0.003%
15 3.744 837 841 842 rBV 1231 595 0.02% 0.003%
16 3.760 844 846 850 rVB3 738 315 0.01% 0.002%
17 3.802 850 859 928 rBV2 88056 419965 15.29% 2.062%
18 4.240 976 995 1029 rBV 422746 1146053 41.71% 5.627%
19 4.439 1056 1057 1061 rBV3 855 504 0.02% 0.002%
20 4.616 1108 1112 1115 rBV3 746 698 0.03% 0.003%
21 4.632 1115 1117 1121 rVB4 719 503 0.02% 0.002%
22 4.661 1121 1126 1128 rBv4 735 540 0.02% 0.003%
23 4.738 1149 1150 1153 rVB2 731 350 0.01% 0.002%
24 4.764 1153 1158 1159 rBv2 832 650 0.02% 0.003%
25 4.789 1164 1166 1171 rBv4 543 474 0.02% 0.002%
26 4.944 1199 1214 1254 rBV2 1047891 2747550 100.00% 13.491%
27 5.185 1287 1289 1292 rBV2 834 565 0.02% 0.003%
28 5.259 1307 1312 1313 rBV4 1000 804 0.03% 0.004%
29 5.323 1330 1332 1334 rVB2 1095 420 0.02% 0.002%
30 5.368 1343 1346 1349 rBV4 1138 693 0.03% 0.003%
31 5.420 1358 1362 1364 rBv4 645 486 0.02% 0.002%
32 5.461 1373 1375 1378 rVB2 993 614 0.02% 0.003%
33 5.487 1378 1383 1384 rBV3 757 411 0.01% 0.002%
34 5.526 1384 1395 1432 rBV 760529 1622309 59.05% 7.966%
35 5.825 1478 1488 1491 rBV5 8850 12407 0.45% 0.061%
36 5.921 1515 1518 1520 rBV5 1649 919 0.03% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV037665.D

Acq On : 30 Sep 2024 18:51

Operator : SY/MD

Sample : P4162-16ME

Misc : 5.31g/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 5.982 1525 1537 1575 rVB 582755 1270458 46.24% 6.238%
38 6.268 1623 1626 1631 rVB4 1183 1001 ©0.04% ©0.005%
39 6.288 1631 1632 1637 rVB4 869 560 0.02% 0.003%
40 6.320 1638 1642 1643 rBV4 1176 604 0.02% ©0.003%
41 6.510 1696 1701 1704 rBV4 1131 1179 0.04% 0.006%
42 6.635 1736 1740 1741 rBV3 1182 839 0.03% 0.0047%
43 6.706 1760 1762 1765 rBV4 576 320 0.01% 0.002%
44 6.725 1767 1768 1771 rVB3 1072 389 0.01% 0.002%
45 6.812 1791 1795 1799 rVB4 787 571 0.02% 0.003%
46 6.834 1799 1802 1803 rBV3 735 451 0.02% ©0.002%
47 6.908 1814 1825 1861 rBV 314982 643871 23.43% 3.162%
48 7.162 1901 1904 1905 rBV3 831 458 0.02% ©0.002%
49  7.236 1916 1927 1948 rBV 1203611 2184734 79.52% 10.728%
50  7.548 2015 2024 2050 rBV 214419 421809 15.35% 2.071%
51 7.818 2104 2108 2114 rBV6 925 972 0.04% ©0.005%
52 7.953 2148 2150 2152 rBV3 1078 480 0.02% ©0.002%
53 8.034 2165 2175 2216 rBV3 331290 877068 31.92% 4.307%
54  8.526 2325 2328 2330 rBvV4 925 596 0.02% 0.003%
55 8.567 2330 2341 2347 rVV8 1625 2931 0.11% 0.014%
56 8.596 2347 2350 2352 rBV3 lo11 536 0.02% 0.003%
57 8.683 2372 2377 2378 rBV4 512 327 0.01% 0.002%
58 8.693 2378 2380 2383 rVB3 494 308 0.01% 0.002%
59  8.715 2383 2387 2389 rBV5 1077 765 0.03% 0.004%
60 8.780 2396 2407 2447 rBV 1201215 2015624 73.36% 9.897%
61 9.159 2521 2525 2528 rVB6 1224 906 0.03% 0.004%
62 9.188 2532 2534 2537 rBV4 748 501 0.02% 0.002%
63 9.220 2541 2544 2547 rBV4 748 609 0.02% 0.003%
64 9.259 2553 2556 2558 rBV5 728 337 0.01% 0.002%
65 9.317 2571 2574 2579 rVB4 971 1084 0.04% 0.005%
66 9.345 2579 2583 2586 rBV3 1114 1031 0.04% 0.005%
67 9.374 2589 2592 2596 rvv4 590 646 0.02% 0.003%
68 9.390 2596 2597 2601 rVB3 602 313 0.01% 0.002%
69 9.426 2605 2608 2610 rBV4 748 449 0.02% 0.002%
70  9.500 2629 2631 2633 rBV3 582 338 0.01% 0.002%
71 9.622 2666 2669 2670 rBv2 1452 792 0.03% 0.0047%
72  9.635 2670 2673 2677 rVV3 1620 1615 ©.06% ©0.008%
73 9.670 2681 2684 2689 rVB5 924 731 0.03% 0.004%
74 9.693 2689 2691 2694 rBV4 733 421 0.02% 0.002%
75 9.712 2694 2697 2700 rVB4 735 554 0.02% 0.003%
76 9.741 2704 2706 2710 rBV4 512 347 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV037665.D

Acq On : 30 Sep 2024 18:51

Operator : SY/MD

Sample : P4162-16ME

Misc : 5.31g/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 9.799 2720 2724 2726 rBV5 744 576 0.02% 0.003%
78 9.815 2726 2729 2731 rVWVv2 716 342 0.01% 0.002%
79 9.837 2734 2736 2738 rBV3 688 346 0.01% 0.002%
80 9.902 2751 2756 2758 rBV4 792 778 0.03% 0.0047%
81 9.950 2768 2771 2772 rVB3 824 419 0.02% 0.002%
82 10.037 2795 2798 2799 rBv2 568 321 0.01% 0.002%
83 10.059 2800 2805 2810 rvv5 2209 2358 0.09% ©0.012%
84 10.149 2821 2833 2851 rBV 752397 1233121 44.88% 6.055%
85 10.365 2897 2900 2903 rBv4 860 7106 0.03% 0.003%
86 10.390 2906 2908 2913 rVB5 1367 692 0.03% 0.003%
87 10.448 2922 2926 2929 rvVB4 592 487 0.02% ©0.002%
88 10.471 2929 2933 2934 rBv4 818 640 0.02% ©0.003%
89 10.509 2938 2945 2949 rBV7 3058 4291 0.16% ©0.021%
990 10.619 2968 2979 2984 rBV6 3470 5289 0.19% 0.026%
91 10.651 2987 2989 2991 rVB3 628 309 0.01% 0.002%
92 10.693 2997 3002 3003 rBV4 1430 960 0.03% 0.005%
93 10.760 3017 3023 3027 rBV7 2320 2642 0.10% ©0.013%
94 10.972 3083 3089 3092 rVV5 2238 2305 ©0.08% ©0.011%
95 10.988 3092 3094 3100 rVVe 1450 1536 ©.06% ©.008%
96 11.072 3115 3120 3121 rBV3 4569 3555 0.13% 0.017%
97 11.133 3137 3139 3142 rBV3 1543 885 0.03% 0.004%
98 11.178 3143 3153 3189 rVV 1284397 2042033 74.32% 10.027%
99 11.480 3241 3247 3249 rBV6 3309 3195 ©0.12% ©0.016%

100 11.554 3259 3270 3293 rBV 1430991 2280374 83.00% 11.197%

Sum of corrected areas: 20365478
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37665.D

Acqg On : 30 Sep 2024 18:51

Operator : SY/MD

Sample : P4162-16ME

Misc : 5.31g/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: VV037665.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV093024\
Data File : VV@37665.D

Acqg On : 30 Sep 2024 18:51

Operator : SY/MD

Sample : P4162-16ME

Misc : 5.31g/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@37665.D

Acq On : 30 Sep 2024 18:51

Operator : SY/MD

Sample : P4162-16ME

Misc : 5.31g/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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