LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46353.D

Acqg On : 14 Dec 2021 14:13

Operator : SY/MD

Sample : M5062-03ME

Misc : 6.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46353.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 74 81 114 rVB 31777 72774 10.36% 1.368%
2 1.919 173 180 191 rBV 16574 29209 4.16% 0.549%
3 2.552 367 377 390 rBV 79826 134212 19.10% 2.522%
4 2.768 442 444 450 rVB2 361 227 0.03% 0.004%
5 2.800 451 454 460 rVB 265 188 ©0.03% 0.004%
6 2.957 500 503 504 rBV 325 192 0.03% 0.004%
7 3.041 521 529 542 rVB5 1236 2199 0.31% 0.041%
8 3.183 560 573 587 rBV 4780 10374 1.48% 0.195%
9 3.256 594 596 600 rBv2 192 159 0.02% 0.003%
106 3.298 607 609 613 rVB 280 165 ©0.02% 0.003%
11 3.366 626 630 632 rvv2 183 145 0.02% 0.003%
12 3.510 672 675 679 rBvV 155 182 0.03% 0.003%
13 3.716 733 739 741 rBV 166 221 0.03% 0.004%
14 3.797 760 764 769 rBV 173 233  0.03% 0.004%
15 3.867 771 786 801 rwV 11997 28533 4.06% 0.536%
16 4.195 885 888 892 rBB 173 157 0.02% 0.003%
17 4.227 895 898 902 rBV 140 169 ©0.02% 0.003%
18 4.263 906 909 911 rBV 144 123  0.02% 0.002%
19 4.363 935 940 943 rBB 127 158 0.02% 0.003%
20 4.449 964 967 970 rBV 124 128 0.02% 0.002%
21 4.578 1004 1007 1014 rBV 153 236 0.03% 0.004%
22 4.662 1018 1033 1088 rBvV3 23080 129479 18.43% 2.433%
23 5.067 1143 1159 1183 rBV 86520 199695 28.42% 3.753%
24  5.314 1220 1236 1256 rBV2 115006 258178 36.75% 4.852%
25 5.436 1271 1274 1278 rBV2 181 163 0.02% 0.003%
26 5.498 1289 1293 1297 rBV2 275 326 0.05% 0.006%
27 5.565 1312 1314 1317 rBV 175 142 0.02% 0.003%
28 5.723 1342 1363 1385 rBv2 198038 500218 71.20%  9.400%
29 5.816 1390 1392 1395 rVB 379 215 0.03% 0.004%
30 5.842 1397 1400 1403 rBB 174 139 0.02% 0.003%
31 5.977 1434 1442 1444 rBV3 3153 3623 0.52% 0.068%
32 6.121 1484 1487 1492 rVB2 253 207 0.03% 0.004%
33 6.157 1493 1498 1501 rBvV2 299 290 0.04% 0.005%
34 6.182 1501 1506 1510 rvv 300 402 0.06% ©0.008%
35 6.250 1511 1527 1556 rVV 200534 398970 56.79%  7.498%
36 6.353 1556 1559 1565 rvB2 342 402 0.06% ©0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46353.D

Acqg On : 14 Dec 2021 14:13

Operator : SY/MD

Sample : M5062-03ME

Misc : 6.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: @ % of largest Peak
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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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis

37 6.542 1604 1618 1632 rBV 34644 64583  9.19% 1.214%
38 6.610 1632 1639 1648 rvv4 1291 2456 ©.35% 0.046%
39 6.694 1652 1665 1686 rVB 108758 222526 31.67% 4.182%
40 6.938 1736 1741 1742 rBV 151 154 0.02% 0.003%
41  6.957 1744 1747 1750 rVB2 273 205 0.03% 0.004%
42 6.973 1750 1752 1757 rBV 132 164 0.02% 0.003%
43 7.169 1811 1813 1816 rBV 175 141 0.02% 0.003%
44  7.202 1816 1823 1826 rVB 301 428 0.06% 0.008%
45 7.231 1827 1832 1840 rBB2 679 729 0.10% 0.014%
46  7.305 1852 1855 1859 rBB 155 130 0.02% 0.002%
47 7.330 1860 1863 1866 rBB 157 130 0.02% 0.002%
48 7.507 1914 1918 1920 rBV 130 136 ©0.02% 0.003%
49 7.568 1925 1937 1958 rBV 54554 107861 15.35% 2.027%
50 7.684 1970 1973 1975 rBV 137 124 0.02% 0.002%
51 7.803 2000 2010 2015 rBvV3 1176 2261 0.32% 0.042%
52 7.845 2019 2023 2026 rBV 135 158 0.02% 0.003%
53 7.899 2026 2040 2058 rBV 203964 387999 55.23% 7.291%
54 8.063 2089 2091 2094 rvB2 317 150 0.02% ©0.003%
55 8.186 2114 2129 2158 rBV2 32090 73651 10.48% 1.384%
56 8.478 2210 2220 2228 rBV3 2078 3827 0.54% 0.072%
57 8.555 2231 2244 2261 rVB 404240 702568 100.00% 13.203%
58 8.687 2261 2285 2314 rBV3 77595 250803 35.70% 4.713%
59 8.886 2345 2347 2350 rBV 151 129 0.02% 0.002%
60 8.928 2357 2360 2362 rBV 157 131 0.02% 0.002%
61 8.948 2362 2366 2367 rBV 415 312 0.04% 0.006%
62 8.996 2378 2381 2384 rBV 161 157 0.02% 0.003%
63 9.044 2392 2396 2402 rVB3 421 503 0.07% 0.009%
64  9.218 2447 2450 2454 rBB 143 142 0.02% ©0.003%
65  9.243 2455 2458 2461 rBB 154 127 0.02% 0.002%
66 9.311 2474 2479 2482 rBB 167 167 0.02% 0.003%
67 9.340 2483 2488 2490 rBV 175 197 0.03% 0.004%
68 9.427 2500 2515 2537 rBV 239641 539251 76.75% 10.134%
69 9.648 2580 2584 2587 rBV 166 181 0.03% 0.003%
70 9.697 2596 2599 2601 rBv2 248 210 0.03% 0.004%
71 9.748 2611 2615 2618 rBV 140 175 ©0.02% 0.003%
72 9.803 2629 2632 2635 rBB 158 132 0.02% 0.002%
73 9.976 2683 2686 2689 rBV 167 163 0.02% 0.003%
74 10.176 2745 2748 2750 rBV 149 131 0.02% 0.002%
75 10.401 2815 2818 2821 rBV 181 166 ©0.02% 0.003%
76 10.462 2830 2837 2840 rBV 194 305 0.04% 0.006%
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77 10.652 2892 2896 2898 rBV 335 298 0.04% 0.006%
78 10.671 2898 2902 2908 rVV2 744 993 0.14% 0.019%
79 10.774 2921 2934 2952 rVB 164024 273117 38.87% 5.132%
80 10.899 2963 2973 2982 rVB 1254 2216 0.32% 0.042%
81 11.037 3014 3016 3021 rVB 198 179 0.03% 0.003%
82 11.115 3036 3040 3047 rBV3 596 657 0.09% 0.012%
83 11.459 3142 3147 3149 rBV 449 475 0.07% 0.009%
84 11.819 3246 3259 3274 rBV 338140 533210 75.89% 10.020%
85 12.201 3364 3378 3393 rBV 230334 369705 52.62% 6.948%
86 12.771 3548 3555 3564 rVB2 652 1100 0.16% 0.021%
87 13.996 3932 3936 3941 rBV 158 129 0.02% 0.002%
88 14.098 3965 3968 3969 rBV 192 128 ©0.02% 0.002%
89 14.131 3975 3978 3983 rVB 205 175 0.02% 0.003%
990 14.166 3984 3989 3992 rBV 116 130 0.02% 0.002%
91 14.574 4111 4116 4118 rBV2 376 369 0.05% 0.007%
92 15.397 4370 4372 4376 rVB 244 174 0.02% 0.003%
93 15.442 4384 4386 4389 rVB2 196 131 0.02% 0.002%
94 15.545 4415 4418 4424 rBV 263 248 0.04% 0.005%
95 15.635 4442 4446 4448 rBV 252 221 0.03% 0.004%
96 15.812 4495 4501 4504 rBV 233 303 0.04% 0.006%
97 16.365 4670 4673 4677 rVB3 231 173 0.02% 0.003%
98 16.751 4789 4793 4796 rBV2 413 339 0.05% 0.006%
99 16.844 4818 4822 4825 rBV2 411 344 0.05% 0.006%
100 17.105 4899 4903 4904 rBV2 446 337 0.05% 0.006%
Sum of corrected areas: 5321347
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46353.D

Acqg On : 14 Dec 2021 14:13

Operator : SY/MD

Sample : M5062-03ME

Misc : 6.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46353.D

Acqg On : 14 Dec 2021 14:13

Operator : SY/MD

Sample : M5062-03ME

Misc : 6.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k 3k 3k 3k sk sk >k 3k 3k 5k ok sk sk sk sk >k 3k 3k 5k 5k 3k sk sk sk 3k 3k 3k 5k 3k 3k 3k Sk 3k sk sk >k >k 3k 3k ok 3k 3k sk sk %k 3k 3k 5k sk 3k 3k sk sk sk sk >k 3k ok sk sk sk sk sk sk sk kkok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46353.D

Acqg On : 14 Dec 2021 14:13

Operator : SY/MD

Sample : M5062-03ME

Misc : 6.77g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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