LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54801.D

Acqg On : 18 Jul 2023 12:02

Operator : MD/SY

Sample : VUe718MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/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\SFAMULMO71723WMA.M
Title : VOC Analysis

Signal : TIC: VU@54801.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 89 95 114 rBV 94854 136647 18.08% 2.074%
2 2.554 383 393 407 rVB 142318 233841 30.94% 3.549%
3  3.441 667 669 671 rBV3 913 640 0.08% 0.010%
4 3.666 737 739 745 rBV5 637 574 0.08% 0.009%
5 3.788 773 777 781 rBvV3 650 710  0.09% 0.011%
6 3.862 796 800 802 rBV3 777 554 0.07% 0.008%
7 4.023 844 850 851 rBV3 730 495 0.07% ©0.008%
8 4.097 870 873 877 rVB3 598 380 0.05% 0.006%
9 4.116 877 879 882 rBV2 412 310 0.04% 0.005%
10 4.316 937 941 942 rBV 520 358 0.05% ©0.005%
11  4.412 968 971 975 rVB4 630 536 0.07% 0.008%
12 4.435 975 978 980 rBV2 547 421 0.06% 0.006%
13  4.454 980 984 987 rBV2 500 406 0.05% 0.006%
14  4.618 1024 1035 1059 rBV 76865 190824 25.25%  2.896%
15 4.936 1131 1134 1136 rBV2 742 459 0.06% 0.007%
16 5.055 1156 1171 1188 rBV 139390 309746 40.98% 4.701%
17 5.325 1251 1255 1258 rBV3 752 501 ©0.07% ©0.008%
18 5.431 1285 1288 1291 rBV2 514 341 0.05% 0.005%
19 5.473 1299 1301 1304 rBvV3 561 314 0.04% 0.005%
20 5.589 1333 1337 1341 rVB4 619 552 0.07% 0.008%
21 5.634 1349 1351 1354 rBV2 518 362 0.05% 0.005%
22 5.718 1358 1377 1396 rBV2 279137 755772 100.00% 11.470%
23 6.020 1469 1471 1473 rBV2 611 298 0.04% 0.005%
24 6.242 1527 1540 1557 rBV 279943 529044 70.00%  8.029%
25 6.531 1618 1630 1640 rVBS8 3073 6149 0.81% 0.093%
26 6.573 1640 1643 1644 rBV2 1017 642 0.08% 0.010%
27 6.685 1664 1678 1697 rBV 179690 354415 46.89% 5.379%
28 6.859 1729 1732 1734 rBV2 704 408 0.05% 0.006%
29 6.901 1743 1745 1748 rVB2 634 297 0.04% 0.005%
30 6.984 1767 1771 1772 rBV2 499 316 0.04% 0.005%
31 7.033 1784 1786 1791 rVB5 695 547 0.97% 0.008%
32 7.058 1791 1794 1795 rBV 593 336 0.04% 0.005%
33 7.145 1818 1821 1823 rBv4 869 522 0.07% 0.008%
34 7.190 1823 1835 1845 rvwv7 3482 7406 0.98% 0.112%
35 7.303 1867 1870 1871 rBvV2 775 495 0.07% 0.008%
36 7.370 1887 1891 1896 rBV4 628 574 0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54801.D

Acqg On : 18 Jul 2023 12:02

Operator : MD/SY

Sample : VUe718MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/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\SFAMULMO71723WMA.M
Title : VOC Analysis
37 7.396 1896 1899 1901 rBvV2 481 308 0.04% 0.005%
38 7.435 1906 1911 1912 rBV3 612 467 0.06% 0.007%
39 7.560 1938 1950 1965 rBV 104321 189148 25.03% 2.870%
40 7.775 2015 2017 2019 rBvV2 769 407 0.05% 0.006%
41  7.894 2041 2054 2078 rBV 362926 630092 83.37% 9.562%
42 8.177 2129 2142 2159 rBV 74752 129719 17.16% 1.969%
43 8.402 2208 2212 2216 rVB5 801 790 0.10% 0.012%
44  8.425 2216 2219 2221 rBV3 643 390 0.05% 0.006%
45 8.492 2237 2240 2244 rBV4 665 457 0.06% 0.007%
46 8.515 2244 2247 2249 rBV3 627 328 0.04% 0.005%
47  8.631 2272 2283 2308 rBV = 242592 451424 59.73% 6.851%
48  8.917 2370 2372 2375 rBv4 570 474 0.06% 0.007%
49 9.136 2435 2440 2444 rVB5 812 829 0.11% 0.013%
50 9.164 2444 2449 2450 rBv2 584 389 0.05% 0.006%
51 9.177 2451 2453 2457 rVB3 695 350 0.05% 0.005%
52 9.235 2469 2471 2475 rVB2 844 560 0.07% 0.008%
53 9.287 2483 2487 2491 rBv4 667 666 0.09% 0.010%
54 9.332 2499 2501 2506 rvB3 780 519 ©0.07% ©0.008%
55 9.412 2513 2526 2542 rBV 410182 680828 90.08% 10.332%
56 9.557 2567 2571 2572 rBV2 1045 652 0.09% 0.010%
57 9.647 2595 2599 2601 rBV3 581 368 0.05% 0.006%
58 9.669 2601 2606 2607 rBvV3 553 439 0.06% 0.007%
59 9.740 2626 2628 2631 rVB3 720 304 0.04% 0.005%
60 9.759 2631 2634 2635 rBV 548 302 0.04% 0.005%
61 9.791 2641 2644 2645 rBV 612 372 0.05% 0.006%
62 10.007 2709 2711 2715 rBV2 385 293 0.04% 0.004%
63 10.074 2729 2732 2733 rBV2 503 292 0.04% 0.004%
64 10.197 2767 2770 2774 rVB4 778 583 0.08% 0.009%
65 10.219 2774 2777 2778 rBV2 616 313  0.04% 0.005%
66 10.377 2823 2826 2829 rBV3 456 303 0.04% 0.005%
67 10.438 2842 2845 2848 rBV3 758 554 0.07% ©0.008%
68 10.483 2857 2859 2860 rBV 652 288 0.04% 0.004%
69 10.541 2873 2877 2879 rBV3 644 532 0.07% 0.008%
70 10.663 2912 2915 2918 rBV3 746 557 0.07% 0.008%
71 10.698 2923 2926 2929 rBV2 441 323  0.04% 0.005%
72 10.753 2931 2943 2957 rBV 324926 514521 68.08% 7.808%
73 10.968 3008 3010 3015 rVB2 824 567 ©0.08% 0.009%
74 10.994 3015 3018 3022 rBV2 1187 753 0.10% 0.011%
75 11.026 3025 3028 3029 rBV3 745 393 0.05% 0.006%
76 11.135 3056 3062 3067 rBV3 942 1243 0.16% 0.019%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54801.D

Acqg On : 18 Jul 2023 12:02

Operator : MD/SY

Sample : VUe718MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/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\SFAMULMO71723WMA.M
Title : VOC Analysis
77 11.187 3074 3078 3081 rBV 530 445 0.06% 0.007%
78 11.242 3093 3095 3097 rBV 629 360 0.05% 0.005%
79 11.341 3122 3126 3128 rVB2 510 398 0.05% 0.006%
80 11.463 3161 3164 3165 rBV2 1272 750 0.10% 0.011%
81 11.807 3259 3271 3293 rBV 470728 755016 99.90% 11.458%
82 12.190 3378 3390 3410 rBV 407688 645503 85.41% 9.796%
83 12.354 3438 3441 3443 rBV3 727 424 0.06%  ©.006%
84 12.508 3486 3489 3494 rBV4 751 768 0.10% 0.012%
85 12.569 3504 3508 3511 rVB4 955 756 0.10% 0.011%
86 12.627 3524 3526 3529 rBV2 530 368 0.05% ©0.006%
87 12.679 3539 3542 3548 rVB4 898 687 0.09% 0.010%
88 12.708 3548 3551 3558 rVB4 527 589 0.08% 0.009%
89 12.740 3558 3561 3566 rBV4 797 1014 0.13% 0.015%
90 12.801 3576 3580 3583 rBV3 561 512 0.07% 0.008%
91 12.939 3620 3623 3625 rBV2 427 316 0.04% 0.005%
92 12.987 3636 3638 3642 rBV4 736 566 0.07% 0.009%
93 13.190 3697 3701 3704 rBV3 770 591 ©0.08% 0.009%
94 13.367 3754 3756 3759 rBV2 577 319 0.04% 0.005%
95 13.656 3839 3846 3849 rBV4 796 849 0.11% 0.013%
96 13.676 3849 3852 3856 rBV2 997 778 0.10% 0.012%
97 13.843 3893 3904 3912 rBV9 4778 8176 1.08% 0.124%
98 14.094 3973 3982 3993 rBV2 8380 15521 2.05% 0.236%
99 14.331 4050 4056 4062 rVB7 4475 5851 0.77% 0.089%
100 15.138 4304 4307 4310 rBvV2 738 541 ©0.97% 0.008%
Sum of corrected areas: 6589387
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54801.D

Acqg On : 18 Jul 2023 12:02

Operator : MD/SY

Sample : VUe718MBLO1

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\SFAMULMO71723WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU054801.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071823\
Data File : VU@54801.D

Acqg On : 18 Jul 2023 12:02

Operator : MD/SY

Sample : VUe718MBLO1

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\SFAMULMO71723WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71823\
Data File : VU@54801.D

Acqg On : 18 Jul 2023 12:02

Operator : MD/SY

Sample : VUe718MBLO1

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\SFAMULM@71723WMA.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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