LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91322\
Data File : VU@50708.D

Acqg On : 13 Sep 2022 16:49

Operator : JC/MD

Sample : VU@913MBLO1

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\SFAMULM@90222WMA .M
Title : VOC Analysis

Signal : TIC: VU@50708.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 72 79 113 rBV 204101 292444 16.23%  2.321%
2 1.906 167 176 203 rVB 158388 228082 12.66% 1.810%
3 2.443 340 343 351 rVB7 1558 1821 0.10% 0.014%
4 2.562 367 380 394 rBV 379110 609948 33.84% 4.841%
5 2.723 426 430 431 rBV2 490 312 0.02% 0.002%
6 2.781 443 448 450 rBV2 1263 1020 0.06% 0.008%
7 2.903 480 486 489 rBV3 716 602 0.03% 0.005%
8 2.961 499 504 509 rBV3 614 784 0.04% 0.006%
9 3.044 519 530 541 rVB3 8703 16639 0.92% 0.132%
106 3.186 568 574 578 rBV5 1201 1556 0.09% 0.012%
11 3.311 608 613 618 rBvV 327 343 0.02% 0.003%
12 3.353 621 626 631 rVB2 546 527 0.03% 0.004%
13  3.411 640 644 648 rBv2 376 376 0.02% ©0.003%
14 3.446 649 655 662 rVB2 380 509 0.03% 0.004%
15 3.481 662 666 668 rBv 375 299 0.02% 0.002%
16 3.954 808 813 815 rBV2 290 270 0.01% 0.002%
17 3.970 815 818 825 rVB3 310 375 0.02% 0.003%
18 4.006 825 829 832 rBV2 287 256 0.01% 0.002%
19 4.356 935 938 943 rBV2 357 325 0.02% 0.003%
20 4.491 976 980 983 rBv2 288 271 0.02% 0.002%
21 4.620 1008 1020 1048 rBV 181978 451390 25.05%  3.582%
22 4.877 1097 1100 1105 rVB4 783 696 0.04% 0.006%
23 4.903 1105 1108 1113 rBv4 441 388 0.02% 0.003%
24 5.063 1140 1158 1188 rBV 317698 706554 39.20% 5.607%
25 5.288 1221 1228 1230 rBV4 1268 1534 0.09% 0.012%
26 5.369 1249 1253 1257 rBV2 973 856 0.05% 0.007%
27 5.488 1287 1290 1295 rVB2 374 305 0.02% 0.002%
28 5.726 1342 1364 1384 rBV2 684686 1802208 100.00% 14.302%
29 6.070 1468 1471 1473 rBV2 297 255 0.01% 0.002%
30 6.166 1497 1501 1505 rBV2 713 549 0.03% 0.004%
31 6.250 1511 1527 1549 rBV 465034 890124 49.39% 7.064%
32 6.526 1606 1613 1627 rVB7 3073 5977 0.33% 0.047%
33  6.690 1650 1664 1681 rBV 431676 830432 46.08% 6.590%
34  6.915 1731 1734 1739 rVB2 416 332 0.02% 0.003%
35 6.954 1741 1746 1748 rBV 456 346 0.02% 0.003%
36 6.970 1748 1751 1756 rVB2 318 255 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91322\
Data File : VU@50708.D

Acqg On : 13 Sep 2022 16:49

Operator : JC/MD

Sample : VU@913MBLO1

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\SFAMULM@90222WMA .M
Title : VOC Analysis
37 7.002 1756 1761 1765 rBvV2 413 420 0.02% 0.003%
38 7.076 1781 1784 1794 rBV2 439 675 0.04% 0.005%
39 7.185 1806 1818 1830 rBV7 1577 3276 0.18% 0.026%
40  7.327 1858 1862 1865 rVB2 323 274 0.02% 0.002%
41  7.382 1871 1879 1882 rBV2 416 617 ©0.03% 0.005%
42 7.565 1921 1936 1957 rBV 203914 364988 20.25% 2.897%
43 7.684 1970 1973 1975 rBvV2 1011 665 0.04% 0.005%
44  7.764 1995 1998 2000 rBvV2 585 315 0.02% 0.002%
45  7.793 2002 2007 2008 rBvV2 1167 877 0.05% 0.007%
46 7.899 2025 2040 2068 rBV 774350 1341109 74.41% 10.643%
47  8.131 2109 2112 2115 rVB3 556 306 0.02% 0.002%
48  8.179 2115 2127 2145 rBV 143779 246101 13.66%  1.953%
49 8.517 2229 2232 2236 rBV2 360 304 0.02% 0.002%
50  8.552 2240 2243 2248 rVB4 642 513 0.03% 0.004%
51 8.636 2253 2269 2305 rBV2 405081 945570 52.47%  7.504%
52 8.874 2340 2343 2347 rVB3 519 349 0.02% 0.003%
53 8.928 2358 2360 2363 rvB2 537 253 0.01% 0.002%
54 8.996 2379 2381 2386 rvB2 308 266 0.01% 0.002%
55 9.105 2411 2415 2421 rVB2 534 491 0.03% 0.004%
56 9.369 2491 2497 2499 rBv2 306 292 0.02% 0.002%
57 9.417 2499 2512 2548 rBV 647340 1095404 60.78%  8.693%
58 9.562 2554 2557 2559 rBv2 844 585 0.03% 0.005%
59 9.639 2578 2581 2584 rVB3 425 297 0.02% 0.002%
60 9.697 2594 2599 2608 rBV6 1028 1425 0.08% 0.011%
61 9.755 2614 2617 2623 rBV 354 338 0.02% 0.003%
62 9.899 2656 2662 2666 rVB2 387 383 0.02% 0.003%
63 9.928 2667 2671 2675 rBv2 248 255 0.01% 0.002%
64 10.102 2715 2725 2726 rBV3 1521 1785 0.10% 0.014%
65 10.156 2739 2742 2746 rBV2 682 468 0.03% 0.004%
66 10.455 2833 2835 2838 rVV 510 257 0.01% 0.002%
67 10.484 2838 2844 2851 rVB4 1154 1236 0.097% 0.010%
68 10.545 2858 2863 2867 rBV2 408 432 0.02% 0.003%
69 10.574 2868 2872 2876 rBV 428 349 0.02% 0.003%
70 10.754 2915 2928 2949 rBV 570095 925336 51.34% 7.344%
71 10.883 2965 2968 2970 rBV2 462 352  0.02% 0.003%
72 10.954 2988 2990 2996 rVB2 363 282 0.02% 0.002%
73 11.092 3028 3033 3034 rBV2 707 604 0.03% 0.005%
74 11.201 3065 3067 3073 rVB 439 251 0.01% 0.002%
75 11.250 3076 3082 3089 rBV2 399 573 0.03% 0.005%
76 11.282 3089 3092 3096 rBV3 328 287 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91322\
Data File : VU@50708.D

Acqg On : 13 Sep 2022 16:49

Operator : JC/MD

Sample : VU@913MBLO1

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\SFAMULM@90222WMA .M
Title : VOC Analysis
77 11.343 3105 3111 3115 rBV2 518 560 0.03% 0.004%
78 11.365 3115 3118 3125 rVB2 434 372  0.02% 0.003%
79 11.468 3142 3150 3153 rBV4 1417 1905 0.11% 0.015%
80 11.545 3169 3174 3176 rBV 576 581 ©0.03% 0.005%
81 11.687 3214 3218 3222 rVB 480 409 0.02% 0.003%
82 11.751 3229 3238 3244 rBVS5 2036 2664 0.15% 0.021%
83 11.812 3244 3257 3277 rBV 489327 780648 43.32% 6.195%
84 12.063 3332 3335 3337 rBV2 764 547 0.03% 0.004%
85 12.143 3356 3360 3362 rBV 420 345 0.02% ©0.003%
86 12.192 3363 3375 3395 rBV 588084 960612 53.30% 7.623%
87 12.533 3478 3481 3483 rBV 479 334 0.02% 0.003%
88 12.632 3509 3512 3517 rBV3 843 763 0.04% 0.006%
89 12.889 3589 3592 3595 rBV2 533 297 0.02% 0.002%
90 12.915 3595 3600 3607 rBV2 605 608 0.03% 0.005%
91 13.066 3643 3647 3648 rBV2 452 345 0.02% ©0.003%
92 13.111 3657 3661 3666 rBV2 543 605 0.03% 0.005%
93 13.224 3689 3696 3707 rVB4 3496 5271 0.29% 0.042%
94 13.555 3796 3799 3802 rBV2 572 314 0.02% 0.002%
95 13.844 3881 3889 3898 rBV6 7149 10374 0.58% 0.082%
96 14.092 3957 3966 3980 rBvV2 16559 29393 1.63% 0.233%
97 14.333 4033 4041 4051 rBV2 9606 14637 0.81% 0.116%
98 14.751 4168 4171 4173 rBV2 554 309 0.02% 0.002%
99 14.909 4218 4220 4224 rBV2 609 410 0.02% 0.003%
100 15.028 4253 4257 4262 rVB4 957 908 0.05% 0.007%
Sum of corrected areas: 12600731
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91322\
Data File : VU@50708.D

Acqg On : 13 Sep 2022 16:49

Operator : JC/MD

Sample : VU@913MBLO1

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@90222WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU050708.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@91322\
Data File : VU@50708.D

Acqg On : 13 Sep 2022 16:49

Operator : JC/MD

Sample : VU@913MBLO1

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@90222WMA .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@91322\
Data File : VU@50708.D

Acqg On : 13 Sep 2022 16:49

Operator : JC/MD

Sample : VU@913MBLO1

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@90222WMA .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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