LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV@31613.D

Acqg On : 29 Jun 2023 11:25

Operator : SY/MD

Sample : 03421-01ME

Misc : 4.98g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 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\SFAMVLMO61423WMA.M
Title : VOC Analysis

Signal : TIC: Vve31613.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.278 69 74 92 rVB 76156 103123 14.24% 1.717%
2 2.050 305 314 329 rBV 184052 263108 36.34% 4.382%
3 2.381 407 417 431 rBV 42712 82439 11.39% 1.373%
4 2.625 490 493 496 rBvV3 441 314 0.04% 0.005%
5 2.831 554 557 558 rBV 182 84 0.01% 0.001%
6 2.889 571 575 577 rBV 457 445 0.06% 0.007%
7 2.950 592 594 598 rVB 230 106 0.01% 0.002%
8 2.969 598 600 603 rBv3 405 263 0.04% 0.004%
9 3.005 609 611 613 rBV2 225 87 0.01% 0.001%
106 3.095 635 639 643 rBV 275 328 0.05% ©0.005%
11 3.185 665 667 672 rVB 407 326 0.05% 0.005%
12 3.217 672 677 678 rBV2 401 277 0.04% 0.005%
13 3.326 708 711 714 rVB2 195 139 0.02% 0.002%
14 3.355 718 720 722 rVB2 205 91 0.01% 0.002%
15 3.407 733 736 737 rBV 179 83 0.01% 0.001%
16 3.436 743 745 752 rVB2 273 198 ©0.03% ©0.003%
17 3.51@ 761 768 771 rBV3 343 352 0.05% 0.006%
18 3.571 784 787 788 rBV 208 106 ©0.01% 0.002%
19 3.690 820 824 828 rBV2 388 366 0.05% 0.006%
20 3.757 843 845 847 rBV 93 31 0.00% 0.001%
21 3.809 850 861 891 rBV 40767 139016 19.20%  2.315%
22 4,252 985 999 1023 rBV3 120942 311147 42.97% 5.182%
23 4.545 1087 1090 1096 rVB2 374 232  0.03% 0.004%
24  4.574 1097 1099 1100 rBV 178 61 0.01% 0.001%
25 4.674 1128 1130 1133 rVB 230 87 0.01% 0.001%
26 4.764 1157 1158 1161 rBV 216 65 0.01% 0.001%
27 4.818 1172 1175 1180 rVB2 358 291 0.04% 0.005%
28 4.844 1180 1183 1184 rBV 263 150 0.02% 0.002%
29 4.867 1187 1190 1194 rVB 410 246 0.03% 0.004%
30 4.957 1202 1218 1247 rBV2 277618 724101 100.00% 12.060%
31 5.204 1292 1295 1297 rBvV2 417 267 0.04% 0.004%
32 5.268 1314 1315 1316 rBv2 325 112 0.02% 0.002%
33 5.301 1322 1325 1328 rBV2 329 261 0.04% 0.004%
34 5.336 1334 1336 1337 rBV 358 1706 0.02% 0.003%
35 5.481 1380 1381 1386 rBvV2 132 88 0.01% 0.001%

36 5.539 1386 1399 1424 rBV 264739 556391 76.84% 9.267%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV@31613.D

Acqg On : 29 Jun 2023 11:25

Operator : SY/MD

Sample : 03421-01ME

Misc : 4.98g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 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\SFAMVLMO61423WMA.M
Title : VOC Analysis
37 5.738 1459 1461 1462 rBV 508 211 0.03% 0.004%
38 5.825 1484 1488 1490 rBV4 1529 1221  0.17% 0.020%
39 5.879 1503 1505 1506 rBv2 301 99 0.01% 0.002%
40 5.940 1521 1524 1527 rBV 270 149 0.02% 0.002%
41 5.992 1527 1540 1567 rBV 168546 357388 49.36% 5.952%
42 6.191 1600 1602 1604 rVB 565 254 0.04% 0.004%
43  6.207 1605 1607 1610 rVB2 346 176 0.02% ©0.003%
44  6.230 1610 1614 1615 rBV 589 341 0.05% 0.006%
45  6.278 1624 1629 1633 rBvV3 352 399 0.06% 0.007%
46 6.436 1675 1678 1679 rBV 274 132 0.02% 0.002%
47 6.448 1680 1682 1685 rVv2 309 186 ©0.03% 0.003%
48 6.510 1698 1701 1704 rBvV2 147 119 0.02% 0.002%
49 6.545 1710 1712 1714 rBV2 242 108 0.01% 0.002%
50 6.802 1790 1792 1794 rBV 156 79 0.01% 0.001%
51 6.857 1807 1809 1812 rVB 163 52 0.01% 0.001%
52 6.918 1817 1828 1854 rBV 81667 159637 22.05% 2.659%
53 7.127 1891 1893 1895 rBvV2 372 142 0.02% 0.002%
54 7.175 1905 1908 1911 rVB2 251 189 0.03% 0.003%
55~ 7.191 1911 1913 1916 rBvV2 208 152 0.02% 0.003%
56 7.204 1916 1917 1918 rBV 501 178 0.02% 0.003%
57 7.249 1919 1931 1953 rBV 273817 491739 67.91% 8.190%
58 7.558 2018 2027 2051 rBV2 58563 115083 15.89% 1.917%
59 7.680 2063 2065 2067 rBV 447 236 0.03% 0.004%
60 7.741 2082 2084 2087 rBV3 239 128 0.02% 0.002%
61 7.876 2118 2126 2131 rBV3 844 1027 0.14% 0.017%
62 7.918 2136 2139 2140 rVB2 268 109 0.02% 0.002%
63 7.989 2158 2161 2166 rBB2 180 143 0.02% 0.002%
64 8.053 2166 2181 2208 rBV3 115954 334079 46.14%  5.564%
65 8.384 2276 2284 2285 rBV4 1335 1458 0.20% 0.024%
66 8.497 2317 2319 2320 rBV4 430 169 0.02% 0.003%
67 8.622 2356 2358 2361 rBV 331 187 ©0.03% 0.003%
68 8.638 2361 2363 2369 rVB3 522 302 0.04% 0.005%
69 8.722 2386 2389 2391 rVB 391 220 0.03% 0.004%
70 8.789 2398 2410 2429 rBV 399386 687747 94.98% 11.454%
71  9.259 2553 2556 2558 rBV2 566 359 0.05% 0.006%
72 9.426 2606 2608 2609 rBV2 232 107 0.01% 0.002%
73 10.043 2799 2800 2803 rBV2 324 184 0.03% 0.003%
74 10.124 2819 2825 2826 rBV3 1976 1519 0.21% 0.025%
75 10.162 2826 2837 2854 rVB 262135 433302 59.84% 7.216%
76 10.333 2885 2890 2898 rVB5 1977 2780 0.38% 0.046%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV@31613.D

Acqg On : 29 Jun 2023 11:25

Operator : SY/MD

Sample : 03421-01ME

Misc : 4.98g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 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\SFAMVLMO61423WMA.M
Title : VOC Analysis

77 10.622 2979 2980 2982 rVB5 262 59 0.01% 0.001%
78 10.644 2982 2987 2992 rBV3 315 411 0.06% 0.007%
79 10.686 2998 3000 3001 rBV 248 99 0.01% 0.002%
80 10.734 3010 3015 3016 rBV 503 321 0.04% 0.005%
81 10.950 3080 3082 3084 rBV 334 178 0.02% 0.003%
82 11.098 3125 3128 3133 rBV4 928 773 0.11% 0.013%
83 11.194 3146 3158 3175 rBV 434253 682156 94.21% 11.361%
84 11.468 3241 3243 3248 rBV3 311 159 0.02% 0.003%
85 11.567 3262 3274 3295 rBV 332523 532793 73.58% 8.873%
86 11.757 3331 3333 3336 rBvV2 330 174 0.02% 0.003%
87 12.326 3504 3510 3521 rVB4 6510 9320 1.29% 0.155%
88 13.136 3761 3762 3767 rBvV2 310 230 0.03% 0.004%
89 14.188 4086 4089 4093 rBvV2 667 613 0.08% 0.010%

Sum of corrected areas: 6004327
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV@31613.D

Acqg On : 29 Jun 2023 11:25

Operator : SY/MD

Sample : 03421-01ME

Misc : 4.98g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV031613.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv062923\
Data File : VV@31613.D

Acqg On : 29 Jun 2023 11:25

Operator : SY/MD

Sample : 03421-01ME

Misc : 4.98g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.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\VVv062923\
Data File : VV@31613.D

Acqg On : 29 Jun 2023 11:25

Operator : SY/MD

Sample : 03421-01ME

Misc : 4.98g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO61423WMA.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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