LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50500.D

Acqg On : 29 Aug 2022 21:54

Operator : SY/MD

Sample : VU@829MBLO2

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 30 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@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50500.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 79 101 rBV 185174 238354 14.51% 2.073%
2 1.896 165 173 193 rVB 161624 223729 13.62% 1.946%
3 2.559 367 379 397 rBV 306717 499672 30.42% 4.345%
4 2.726 429 431 436 rvB2 307 234 0.01% ©0.002%
5 2.790 442 451 458 rvB2 1158 1813 0.11% 0.016%
6 2.948 497 500 505 rBvV2 353 330 0.02% 0.003%
7 3.044 520 530 539 rVB 3243 5643 0.34% 0.049%
8 3.099 544 547 550 rBvV2 314 176 0.01% 0.002%
9 3.189 560 575 590 rVB 7260 17098 1.04% 0.149%
106 3.353 620 626 627 rBvV3 660 587 0.04% 0.005%
11  3.417 641 646 649 rBvV 435 345 0.02% ©0.003%
12 3.691 723 731 733 rBvV 391 369 0.02% 0.003%
13 3.752 748 750 753 rVB 351 172 0.01% 0.001%
14 3.79@ 753 762 763 rBV2 206 281 0.02% 0.002%
15 3.916 797 801 804 rBV 311 243  0.01% 0.002%
16 3.996 823 826 830 rBV 216 163 0.01% 0.001%
17 4.301 918 921 925 rVB2 314 190 0.01% 0.002%
18 4.379 940 945 949 rVB2 165 163 ©0.01% 0.001%
19 4.411 950 955 956 rBV2 233 174 0.01% 0.002%
20 4.494 974 981 982 rBV 253 225 0.01% 0.002%
21  4.626 1009 1022 1062 rBV 177779 465578 28.35%  4.049%
22 5.064 1140 1158 1181 rBV 292058 645028 39.28% 5.610%
23 5.292 1220 1229 1231 rBV4 1004 1463 0.09% 0.013%
24  5.334 1239 1242 1246 rVB3 327 247 0.02% 0.002%
25 5.379 1246 1256 1263 rBV5S 851 1409 0.09% 0.012%
26 5.530 1298 1303 1305 rVV 238 246 0.01% ©0.002%
27 5.639 1333 1337 1339 rBV3 221 169 ©0.01% 0.001%
28 5.723 1339 1363 1395 rBV2 608012 1642328 100.00% 14.283%
29 5.880 1409 1412 1414 rBV 417 247 0.02% 0.002%
30 5.973 1437 1441 1450 rVV5 422 626 0.04% 0.005%
31 6.038 1455 1461 1465 rBV5 552 633 0.04% 0.006%
32 6.112 1480 1484 1485 rBV 262 170 0.01% 0.001%
33  6.250 1512 1527 1552 rBV 416015 793486 48.31% 6.901%
34 6.530 1606 1614 1625 rVB7 2213 4458 0.27% 0.039%
35 6.578 1625 1629 1631 rBvV2 299 198 0.01% 0.002%

36 6.690 1648 1664 1685 rBV 390403 760141 46.28% 6.611%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50500.D

Acqg On : 29 Aug 2022 21:54

Operator : SY/MD

Sample : VU@829MBLO2

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 30 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@82422WMA .M
Title : VOC Analysis
37 6.809 1695 1701 1704 rBV5 896 892 0.05% 0.008%
38  6.944 1739 1743 1746 rVWVW 388 274 0.02% 0.002%
39 6.967 1746 1750 1753 rVB 284 243 0.01% 0.002%
40 7.153 1804 1808 1813 rBvV2 292 257 0.02% 0.002%
41  7.192 1813 1820 1824 rBV5 979 1338 0.08% 0.012%
42 7.266 1840 1843 1851 rVB2 193 185 0.01% 0.002%
43 7.359 1867 1872 1874 rBV 198 158 0.01% 0.001%
44  7.398 1880 1884 1885 rBvV2 280 212 0.01% ©0.002%
45  7.510 1914 1919 1923 rBV2 149 181 ©0.01% 0.002%
46  7.565 1923 1936 1958 rBV 163685 292873 17.83%  2.547%
47  7.797 1999 2008 2018 rBV5 1388 2485 0.15% 0.022%
48 7.899 2025 2040 2063 rBV 679037 1166049 71.00% 10.141%
49 8.108 2104 2105 2109 rVB 354 219 0.01% 0.002%
50 8.179 2115 2127 2145 rBV 111003 186793 11.37% 1.624%
51 8.436 2202 2207 2209 rBvV2 373 335 0.02% 0.003%
52 8.501 2224 2227 2231 rVB 314 254 0.02% 0.002%
53  8.559 2238 2245 2250 rVB5 1213 1638 0.10% 0.014%
54  8.636 2252 2269 2315 rBV2 457972 945223 57.55%  8.220%
55  8.877 2341 2344 2346 rBV3 475 300 0.02% 0.003%
56  8.922 2354 2358 2360 rvB3 250 191 0.01% 0.002%
57 8.999 2378 2382 2385 rBvV2 349 350 0.02% 0.003%
58 9.198 2442 2444 2448 rBV2 280 176  0.01% 0.001%
59 9.417 2499 2512 2535 rBV 578617 968472 58.97% 8.422%
60 9.748 2607 2615 2618 rBV2 319 383 0.02% 0.003%
61 9.764 2618 2620 2623 rVV 301 177 0.01% 0.002%
62 9.793 2627 2629 2634 rBV2 320 189 0.01% 0.002%
63 9.822 2634 2638 2641 rBV 290 223  0.01% 0.002%
64 9.858 2647 2649 2654 rBV 180 160 0.01% 0.001%
65 9.957 2678 2680 2684 rVB2 245 162 0.01% 0.001%
66 9.983 2685 2688 2692 rVB2 339 184 0.01% ©0.002%
67 10.038 2700 2705 2709 rBV2 296 351 0.02% 0.003%
68 10.118 2719 2730 2734 rBV5S 1476 2435 0.15% 0.021%
69 10.179 2745 2749 2751 rVB2 342 257 0.02% 0.002%
70 10.481 2839 2843 2854 rBV2 911 1245 0.08% 0.011%
71 10.600 2877 2880 2884 rBV2 281 210 0.01% 0.002%
72 10.758 2916 2929 2947 rBV 550345 885975 53.95% 7.705%
73 10.903 2971 2974 2978 rBV2 338 214 0.01% 0.002%
74 10.957 2985 2991 2996 rBV3 506 630 0.04% 0.005%
75 11.092 3030 3033 3037 rVB2 1050 828 0.05% 0.007%
76 11.321 3101 3104 3107 rBV 393 252 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50500.D

Acqg On : 29 Aug 2022 21:54

Operator : SY/MD

Sample : VU@829MBLO2

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 30 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@82422WMA .M
Title : VOC Analysis
77 11.472 3147 3151 3160 rVB4 1620 2063 0.13% 0.018%
78 11.655 3205 3208 3211 rBV 250 180 0.01% 0.002%
79 11.742 3230 3235 3236 rBV2 1698 1127 0.07% 0.010%
80 11.812 3245 3257 3284 rBV 461146 736786 44.86% 6.407%
81 12.009 3315 3318 3320 rBV2 367 248 0.02% 0.002%
82 12.041 3325 3328 3332 rVB2 341 297 0.02% 0.003%
83 12.192 3362 3375 3402 rBV 564318 935086 56.94% 8.132%
84 12.359 3425 3427 3432 rVB2 382 165 ©0.01% 0.001%
85 12.700 3530 3533 3535 rVB2 362 221 0.01% 0.002%
86 12.729 3540 3542 3547 rVB2 462 328 0.02% 0.003%
87 12.925 3600 3603 3607 rBV3 448 446 0.03% 0.004%
88 12.989 3619 3623 3627 rBv2 421 402 0.02% 0.003%
89 13.012 3627 3630 3633 rVB3 402 294 0.02% 0.003%
90 13.137 3666 3669 3673 rBV4 441 398 0.02% 0.003%
91 13.205 3686 3690 3691 rBV 532 340 0.02% 0.003%
92 13.227 3691 3697 3707 rVB5 3413 5095 0.31% 0.044%
93 13.510 3782 3785 3788 rBV2 417 335 0.02% 0.003%
94 13.684 3836 3839 3841 rBV2 269 195 0.01% 0.002%
95 13.845 3881 3889 3902 rBV3 6249 10015 0.61% ©0.087%
96 14.092 3957 3966 3977 rBV 13032 21881 1.33% 0.190%
97 14.333 4032 4041 4054 rBV4 7262 11917 ©0.73% 0.104%
98 14.452 4076 4078 4081 rVB 508 255 0.02% 0.002%
99 14.632 4131 4134 4139 rBV3 702 600 0.04% 0.005%
100 15.176 4299 4303 4307 rBv4 648 783 0.05% 0.007%
Sum of corrected areas: 11498812
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82922\
Data File : VU@50500.D

Acqg On : 29 Aug 2022 21:54

Operator : SY/MD

Sample : VU@829MBLO2

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VU050500.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082922\
Data File : VU@50500.D

Acqg On : 29 Aug 2022 21:54

Operator : SY/MD

Sample : VU@829MBLO2

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.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@82922\
Data File : VU@50500.D

Acqg On : 29 Aug 2022 21:54

Operator : SY/MD

Sample : VU@829MBLO2

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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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