LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@93022\
Data File : VU@51027.D

Acqg On : 30 Sep 2022 12:42

Operator : JC/MD

Sample : VU@930MBLO1

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@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51027.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.598 72 80 100 rVB 278431 333369 16.54% 2.333%
2 1.906 168 176 196 rVB 242366 330066 16.37% 2.310%
3 2.565 368 381 399 rBV 422756 687262 34.09%  4.809%
4 2.790 444 451 459 rBV3 1657 2247 0.11% 0.016%
5 2.871 472 476 478 rVB2 398 293 0.01% 0.002%
6 2.897 482 484 493 rVB4 475 548 0.03% 0.004%
7 2.970 503 507 510 rBvV2 375 340 0.02% 0.002%
8 3.048 521 531 539 rBVS 2194 3962 0.20% 0.028%
9 3.183 561 573 581 rBv4 2469 4945 0.25% 0.035%
106 3.318 610 615 620 rVB2 392 458 0.02% 0.003%
11 3.350 620 625 628 rBv2 641 652 0.03% 0.005%
12 3.376 632 633 639 rvB2 459 332 0.02% 0.002%
13  3.405 639 642 646 rBv2 298 295 0.01% ©0.002%
14 3.453 654 657 663 rVB3 476 378 0.02% 0.003%
15 3.511 672 675 683 rVB3 379 389 0.02% 0.003%
16 3.880 786 790 796 rVB3 489 496 0.02% 0.003%
17 3.916 798 801 807 rBV2 295 289 0.01% 0.002%
18 4.224 893 897 901 rVB2 413 352  0.02% 0.002%
19 4.340 930 933 939 rBV 385 339 0.02% 0.002%
20 4.427 955 960 963 rBV2 333 297 0.01% 0.002%
21 4.620 1008 1020 1062 rBV 199297 528667 26.23% 3.699%
22 5.060 1138 1157 1184 rBV 373563 819615 40.66% 5.735%
23 5.183 1192 1195 1201 rBV3 561 470 0.02% 0.003%
24 5.295 1218 1230 1234 rBV5S 953 1888 0.09% 0.013%
25 5.331 1238 1241 1244 rVB3 542 365 ©0.02% 0.003%
26 5.363 1246 1251 1255 rBV3 789 617 0.03% 0.004%
27 5.604 1322 1326 1330 rVB2 336 341 0.02% 0.002%
28 5.649 1336 1340 1341 rBV 353 270 0.01% 0.002%
29 5.723 1341 1363 1386 rBv2 748571 2015819 100.00% 14.106%
30 6.057 1464 1467 1472 rVB3 728 555 0.03% 0.004%
31 6.105 1479 1482 1486 rvv2 262 264 0.01% 0.002%
32 6.163 1497 1500 1505 rVB2 309 263 0.01% 0.002%
33 6.247 1512 1526 1554 rBV 524135 998676 49.54% 6.988%
34 6.527 1602 1613 1630 rBV2 17260 32727 1.62% 0.229%
35 6.687 1649 1663 1684 rBV 477638 939090 46.59% 6.571%
36 6.932 1736 1739 1745 rVB2 585 558 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@93022\
Data File : VU@51027.D

Acqg On : 30 Sep 2022 12:42

Operator : JC/MD

Sample : VU@930MBLO1

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@92922WMA .M
Title : VOC Analysis
37 7.064 1778 1780 1786 rvVB3 279 264 0.01% 0.002%
38 7.138 1800 1803 1808 rvB2 403 315 0.02% 0.002%
39 7.189 1808 1819 1830 rBV4 1869 3367 0.17% 0.024%
40 7.427 1890 1893 1903 rVB2 282 374 0.02% 0.003%
41  7.565 1922 1936 1954 rBV 228102 405081 20.10%  2.835%
42 7.748 1991 1993 1997 rVB4 441 264 0.01% 0.002%
43  7.781 1997 2003 2005 rBV3 651 552 0.03% 0.004%
44  7.797 2005 2008 2012 rVB4 729 585 0.03% 0.004%
45  7.896 2024 2039 2080 rBV 829367 1449409 71.90% 10.142%
46 8.179 2113 2127 2148 rBV 163133 282957 14.04% 1.980%
47  8.552 2236 2243 2250 rBV6 1724 2370 0.12% 0.017%
48  8.633 2252 2268 2307 rBV3 505784 1128448 55.98% 7.897%
49 8.816 2323 2325 2328 rVB4 743 412 0.02% 0.003%
50 8.973 2370 2374 2377 rBV2 448 278 0.01% 0.002%
51 9.038 2391 2394 2401 rvVvB3 495 496 0.02% 0.003%
52 9.076 2401 2406 2410 rBV2 452 402 0.02% 0.003%
53 9.105 2410 2415 2416 rVv2 519 464 0.02% 0.003%
54 9.150 2426 2429 2431 rvv2 588 337 0.02% 0.002%
55 9.166 2431 2434 2437 rVW 400 276 0.01% 0.002%
56 9.202 2442 2445 2452 rW2 430 503 0.02% 0.004%
57 9.414 2498 2511 2534 rBV 742543 1233699 61.20% 8.633%
58 9.610 2568 2572 2576 rBvV2 882 808 0.04% 0.006%
59 9.694 2595 2598 2603 rBV4 462 413 0.02% 0.003%
60 9.822 2634 2638 2640 rBV2 401 288 0.01% 0.002%
61 9.848 2643 2646 2649 rVv2 355 288 0.01% 0.002%
62 9.906 2659 2664 2668 rBV2 358 409 0.02% 0.003%
63 10.076 2714 2717 2721 rVB 649 440 0.02% 0.003%
64 10.108 2721 2727 2731 rBV4 898 1055 ©0.05% 0.007%
65 10.128 2731 2733 2737 rVB3 573 404 0.02% 0.003%
66 10.488 2841 2845 2850 rBV2 535 652 0.03% 0.005%
67 10.604 2877 2881 2884 rBV2 341 339  0.02% 0.002%
68 10.636 2887 2891 2897 rVB3 930 949 0.05% 0.007%
69 10.755 2914 2928 2946 rBV 651990 1057112 52.44% 7.397%
70 10.922 2976 2980 2983 rBV3 489 335 0.02% 0.002%
71 10.944 2983 2987 2992 rBV2 357 340 0.02% 0.002%
72 11.086 3025 3031 3033 rBV2 368 428 0.02% 0.003%
73 11.385 3121 3124 3128 rBV3 343 264 0.01% 0.002%
74 11.472 3145 3151 3159 rBV4 788 1046 0.05% 0.007%
75 11.542 3168 3173 3176 rBV3 253 279 0.01% 0.002%
76 11.745 3231 3236 3242 rBv4 1305 1345 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@93022\
Data File : VU@51027.D

Acqg On : 30 Sep 2022 12:42

Operator : JC/MD

Sample : VU@930MBLO1

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@92922WMA .M
Title : VOC Analysis
77 11.809 3244 3256 3274 rBV 548390 880607 43.68% 6.162%
78 12.054 3329 3332 3335 rVWW2 541 390 0.02% 0.003%
79 12.086 3338 3342 3347 rVB3 302 276 0.01% 0.002%
80 12.192 3361 3375 3394 rBV 674749 1089745 54.06% 7.626%
81 12.436 3448 3451 3454 rVB2 495 308 0.02% 0.002%
82 12.613 3503 3506 3510 rBV 445 286 0.01% 0.002%
83 12.832 3572 3574 3580 rVB3 490 360 0.02% ©0.003%
84 12.925 3598 3603 3605 rBV 553 479 0.02% 0.003%
85 13.095 3652 3656 3660 rVB2 372 331 0.02% 0.002%
86 13.157 3670 3675 3681 rBV3 537 696 0.03% 0.005%
87 13.224 3689 3696 3703 rBV5 2106 2923 0.15% 0.020%
88 13.324 3724 3727 3730 rVB4 494 315 0.02% 0.002%
89 13.343 3730 3733 3736 rBV 519 355 0.02% 0.002%
90 13.758 3856 3862 3867 rBV3 651 797 0.04% 0.006%
91 13.787 3867 3871 3872 rBV2 659 400 0.02% 0.003%
92 13.845 3881 3889 3897 rBV6 3124 4887 0.24% 0.034%
93 13.896 3902 3905 3907 rBV2 387 277 0.01% 0.002%
94 14.089 3958 3965 3979 rBV3 6586 11530 ©0.57% 0.081%
95 14.253 4012 4016 4020 rVB3 606 497 0.02% 0.003%
96 14.276 4020 4023 4027 rBV 393 365 0.02% 0.003%
97 14.327 4033 4039 4055 rVB5 4223 7327 0.36% 0.051%
98 14.623 4126 4131 4134 rBV4 514 526 0.03% 0.004%
99 15.391 4367 4370 4374 rVB 853 584 0.03% 0.004%
100 15.616 4436 4440 4443 rBV3 911 675 0.03% 0.005%
Sum of corrected areas: 14290477
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@93022\
Data File : VU@51027.D

Acqg On : 30 Sep 2022 12:42

Operator : JC/MD

Sample ¢ VU@930MBLO1

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@92922WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU051027.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@93022\
Data File : VU@51027.D

Acqg On : 30 Sep 2022 12:42

Operator : JC/MD

Sample ¢ VU@930MBLO1

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@92922WMA.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_U\Data\VU@93022\
Data File : VU@51027.D

Acqg On : 30 Sep 2022 12:42

Operator : JC/MD

Sample : VU@930MBLO1

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@92922WMA .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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