LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024252.D

Acqg On : 31 Dec 2021 ©00:10

Operator : SY/MD

Sample : M5213-13ME

Misc : 6.96G/5.0mL/100uL//5.0m1/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\SFAMVLM123121WMA.M
Title : VOC Analysis

Signal : TIC: VV@24252.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.304 76 82 98 rVB 127036 149067 14.88% 2.042%
2 1.564 157 163 180 rBV 93237 137824 13.76% 1.888%
3 2.085 316 325 341 rBV 278062 390687 39.00% 5.351%
4 3,150 654 656 658 rBV 555 341 0.03% 0.005%
5 3.539 773 777 785 rBV 1148 1371 0.14% 0.019%
6 3.584 789 791 794 rW2 411 293 0.03% 0.004%
7 3.696 823 826 831 rBV2 573 405 0.04% 0.006%
8 3.789 851 855 861 rBV 697 849 0.08% 0.012%
9 3.896 877 888 918 rBV2 42470 156928 15.66% 2.149%
10 4.339 1012 1026 1050 rVB 164333 411351 41.06% 5.634%
11  4.687 1131 1134 1139 rVB2 860 663 0.07% 0.009%
12 4.728 1143 1147 1149 rBV 517 407 0.04% 0.006%
13 4.751 1152 1154 1157 rVV2 525 290 0.03% 0.004%
14  4.777 1157 1162 1166 rVVv2 606 698 0.07% 0.010%
15 5.037 1226 1243 1273 rBV2 402819 1001838 100.00% 13.722%
16 5.330 1324 1334 1335 rBV4 3633 4413 0.44% 0.060%
17 5.432 1363 1366 1373 rVB3 833 929 0.09% 0.013%
18 5.465 1373 1376 1379 rBV2 593 505 0.05% 0.007%
19 5.500 1385 1387 1390 rVB 502 251 0.03% 0.003%
20 5.519 1390 1393 1397 rBV2 568 568 0.06% 0.008%
21 5.609 1406 1421 1448 rBV 292420 609057 60.79%  8.342%
22 6.063 1550 1562 1587 rBV2 203855 428630 42.78% 5.871%
23 6.519 1701 1704 1705 rBV 376 215 0.02% 0.003%
24 6.567 1717 1719 1723 rBV 374 241 0.02% ©0.003%
25 6.635 1737 1740 1742 rBV3 744 397 0.04% 0.005%
26 6.712 1761 1764 1765 rBV 337 163 0.02% 0.002%
27 6.776 1781 1784 1792 rVB 668 821 0.08% 0.011%
28 6.815 1792 1796 1797 rBV 624 419 0.04% 0.006%
29 6.899 1820 1822 1825 rVB 449 238 0.02% 0.003%
30 6.918 1825 1828 1831 rVB2 467 284 0.03% 0.004%
31 6.982 1835 1848 1875 rBV 119250 234208 23.38%  3.208%
32 7.140 1895 1897 1898 rBV 416 189 0.02% 0.003%
33 7.310 1935 1950 1969 rBV 465701 834896 83.34% 11.435%
34 7.619 2036 2046 2070 rBV2 78396 159582 15.93% 2.186%
35 7.773 2091 2094 2096 rBvV2 523 254 0.03% 0.003%
36 7.944 2142 2147 2152 rBV 799 857 0.09% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024252.D

Acqg On : 31 Dec 2021 ©00:10

Operator : SY/MD

Sample : M5213-13ME

Misc : 6.96G/5.0mL/100uL//5.0m1/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 >
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Method : Z:\voasrv\HPCHEM1\MSVOA_ V\Method\SFAMVLM123121WMA.M
Title : VOC Analysis
37 7.982 2152 2159 2163 rBV3 1681 2202 0.22% 0.030%
38 8.001 2163 2165 2168 rBV 614 404 0.04% 0.006%
39 8.092 2184 2193 2197 rBV 67205 102907 10.27% 1.410%
40 8.606 2351 2353 2355 rBV 653 360 0.04% 0.005%
41  8.854 2418 2430 2455 rBV 367821 722834 72.15%  9.901%
42 9.088 2500 2503 2506 rBV2 472 371 0.04% 0.005%
43  9.191 2533 2535 2542 rVB 658 671 0.07% ©0.009%
44  9.288 2561 2565 2567 rBvV2 491 369 0.04% 0.005%
45  9.384 2592 2595 2599 rBV 762 547 0.05% 0.007%
46 9.407 2599 2602 2604 rBvV 468 279 0.03% 0.004%
47  9.474 2621 2623 2630 rBV 434 466 0.05% 0.006%
48 9.519 2634 2637 2642 rVB 428 367 0.04% 0.005%
49 9.577 2653 2655 2658 rBV2 417 288 0.03% 0.004%
50 9.683 2685 2688 2692 rBV 603 504 0.05% 0.007%
51 9.728 2699 2702 2708 rVB 596 510 0.05% 0.007%
52 9.767 2711 2714 2717 rVB 557 366 0.04% 0.005%
53 9.863 2741 2744 2750 rBv2 452 451 0.05% 0.006%
54 9.905 2754 2757 2761 rVB 819 586 0.06% ©0.008%
55 9.927 2761 2764 2766 rVB2 640 339 0.03% 0.005%
56 9.944 2766 2769 2770 rBv2 608 307 0.03% 0.004%
57 9.979 2777 2780 2782 rBV 445 250 0.02% 0.003%
58 10.069 2805 2808 2811 rBV 455 348 0.03% 0.005%
59 10.088 2811 2814 2816 rVv2 474 328 0.03% 0.004%
60 10.127 2819 2826 2835 rVB4 3120 4471 0.45% 0.061%
61 10.226 2842 2857 2873 rBV 237471 437043 43.62%  5.986%
62 10.435 2918 2922 2925 rVB 374 276 0.03% 0.004%
63 10.461 2925 2930 2932 rBV 633 512 0.05% 0.007%
64 10.551 2955 2958 2960 rBV 598 344 0.03% ©0.005%
65 10.574 2960 2965 2969 rBV3 1183 1354 0.14% 0.019%
66 10.654 2987 2990 2994 rBV 551 395 0.04% 0.005%
67 10.828 3041 3044 3048 rVB2 476 388 0.04% 0.005%
68 10.863 3052 3055 3056 rBV 320 182 0.02% 0.002%
69 11.194 3153 3158 3161 rBV2 775 724 0.07% 0.010%
70 11.252 3164 3176 3192 rBV 452552 705864 70.46% 9.668%
71 11.497 3250 3252 3254 rBV2 366 197 ©0.02% 0.003%
72 11.628 3281 3293 3314 rBV 492613 768707 76.73% 10.529%
73 11.837 3355 3358 3361 rBV 459 412 0.04% 0.006%
74 12.091 3432 3437 3438 rBV 747 573 0.06% 0.008%
75 12.124 3445 3447 3450 rBvV2 344 196 ©0.02% ©0.003%
76 12.201 3469 3471 3474 rBV2 331 197 0.02% 0.003%
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77 12.307 3501 3504 3507 rBV 557 466 0.05% 0.006%
78 12.358 3516 3520 3521 rBV 724 444 0.04% 0.006%
79 12.461 3549 3552 3555 rBV 823 502 0.05% 0.007%
80 12.493 3556 3562 3564 rBV 654 777 0.08% 0.011%
81 12.535 3572 3575 3577 rBV 430 286 0.03% 0.004%
82 12.551 3577 3580 3582 rVvV 460 297 0.03% 0.004%
83 12.689 3618 3623 3626 rBV2 494 616 ©0.06% ©0.008%
84 12.850 3670 3673 3679 rVB2 456 451 0.05% 0.006%
85 12.918 3690 3694 3695 rBV 286 234 0.02% 0.003%
86 13.059 3735 3738 3742 rBV 550 477 ©.05% 0.007%
87 13.226 3787 3790 3796 rBV2 789 803 0.08% 0.011%
88 13.448 3857 3859 3861 rBV 408 211 0.02% ©0.003%
89 13.619 3907 3912 3916 rBV2 661 741 0.07% 0.010%
90 13.931 4006 4009 4011 rBV 425 289 0.03% 0.004%
91 14.075 4051 4054 4056 rBV 644 370 0.04% 0.005%
92 14.117 4062 4067 4069 rBV2 527 536 0.05% 0.007%
93 14.223 4098 4100 4103 rBV 466 229 0.02% 0.003%
94 14.545 4195 4200 4204 rBV2 992 773 0.08% 0.011%
95 14.638 4224 4229 4234 rBV2 1099 1221  0.12% 0.017%
96 14.866 4297 4300 4302 rBV 505 391 0.04% 0.005%
97 14.895 4306 4309 4311 rBV 437 279 0.03% 0.004%
98 15.143 4383 4386 4387 rBV3 622 358 0.04% 0.005%
99 15.326 4440 4443 4447 rBV 930 898 0.09% 0.012%
100 15.837 4598 4602 4606 rBV3 1188 1269 0.13% 0.017%
Sum of corrected areas: 7300936
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\

: VWe24252.D

: 31 Dec 2021 ©0:10

: SY/MD

: M5213-13ME

: 6.96G/5.0mL/100uL//5.0m1/MSVOA_V/MEOH
:1 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.M
: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: VV024252.D\data.ms
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Time-->
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T
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TIC: VV024252.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv123121\
Data File : VV024252.D

Acqg On : 31 Dec 2021 ©0:10

Operator : SY/MD

Sample : M5213-13ME

Misc : 6.96G/5.0mL/100uL//5.06m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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\VVv123121\
Data File : VV@24252.D

Acqg On : 31 Dec 2021 ©00:10

Operator : SY/MD

Sample : M5213-13ME

Misc : 6.96G/5.0mL/100uL//5.0m1/MSVOA_V/MEOH

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM123121WMA.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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