LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51023\
Data File : VU@54137.D

Acqg On : 10 May 2023 11:15

Operator : JC/MD

Sample : VUe510MBLO1

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@42923WMA.M
Title : VOC Analysis

Signal : TIC: VU@54137.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 92 rBV 71200 84663 11.16% 1.470%
2 1.906 169 176 190 rVB 60042 82427 10.86% 1.432%
3 2.562 368 380 398 rBV 137796 226741 29.88%  3.938%
4 2.681 415 417 421 rBV2 372 232  0.03% 0.004%
5 2.845 463 468 471 rBvV2 406 322 0.04% 0.006%
6 3.038 523 528 529 rBV3 1862 1553 0.20% 0.027%
7 3.244 589 592 595 rVB2 255 142 0.02% 0.002%
8 3.359 616 628 636 rVB6 2079 3378 0.45% 0.059%
9 3.491 668 669 670 rBV6 157 46 0.01% 0.001%
106 3.530 679 681 683 rBV 150 81 0.01% 0.001%
11 3.784 758 760 761 rBV2 153 75 0.01% 0.001%
12 4.141 868 871 872 rBV 152 101 0.01% 0.002%
13 4.182 881 884 887 rBV 172 96 0.01% 0.002%
14  4.327 926 929 931 rBV3 315 206 0.03% 0.004%
15 4.414 954 956 958 rBV 280 151 ©0.02% 0.003%
16 4.430 958 961 964 rVB 361 283 0.04% 0.005%
17 4.446 964 966 967 rBV 183 97 0.01% 0.002%
18 4.459 967 970 974 rVB2 238 226 0.03% 0.004%
19 4.507 983 985 986 rBV 244 120 0.02% 0.002%
20 4.549 996 998 999 rBvV 180 96 0.01% 0.002%
21 4.620 1008 1020 1045 rBV 61733 158489 20.89% 2.753%
22 4.935 1116 1118 1121 rBV 142 110 0.01% 0.002%
23 4.954 1121 1124 1126 rBV3 256 174 0.02% 0.003%
24 5.057 1140 1156 1175 rBV 139838 309218 40.76% 5.370%
25 5.253 1216 1217 1218 rBV 211 68 0.01% 0.001%
26 5.298 1225 1231 1233 rBV2 867 785 0.10% 0.014%
27 5.353 1246 1248 1250 rBV 167 99 0.01% 0.002%
28 5.366 1250 1252 1253 rBV 452 211 0.03% 0.004%
29 5.414 1266 1267 1268 rVB 110 21 0.00% 0.000%
30 5.430 1270 1272 1273 rBV 122 33 0.00% 0.001%
31 5.494 1289 1292 1293 rBV 315 200 0.03% 0.003%
32 5.552 1307 1310 1311 rBV 145 67 0.01% 0.001%
33 5.565 1311 1314 1321 rVB2 155 164 0.02% ©0.003%
34 5.597 1321 1324 1325 rBV2 129 56 0.01% 0.001%
35 5.719 1341 1362 1395 rBV2 272279 758716 100.00% 13.177%
36 5.960 1434 1437 1440 rVB2 166 111 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51023\
Data File : VU@54137.D

Acqg On : 10 May 2023 11:15

Operator : JC/MD

Sample : VUe510MBLO1

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@42923WMA.M
Title : VOC Analysis
37 5.989 1443 1446 1451 rVB 365 326 0.04% 0.006%
38 6.012 1451 1453 1456 rBB 159 101 ©0.01% 0.002%
39 6.031 1456 1459 1462 rBV2 267 197 0.03% 0.003%
40 6.047 1462 1464 1467 rVB2 254 138 0.02% 0.002%
41 6.182 1504 1506 1508 rBV 166 69 0.01% 0.001%
42 6.243 1512 1525 1545 rBV 249199 470424 62.00% 8.170%
43  6.494 1602 1603 1605 rBV 122 65 0.01% 0.001%
44  6.530 1605 1614 1624 rVV6 3428 6473 0.85% 0.112%
45 6.600 1634 1636 1640 rVB 240 105 ©0.01% 0.002%
46 6.684 1648 1662 1679 rBV 177203 347571 45.81% 6.037%
47 6.841 1707 1711 1712 rBV 221 168 ©0.02% 0.003%
48 6.964 1747 1749 1753 rVB 190 97 0.01% 0.002%
49 7.073 1781 1783 1785 rBV 139 97 0.01% 0.002%
50 7.102 1786 1792 1799 rVB3 593 933 0.12% 0.016%
51 7.186 1813 1818 1820 rBV2 878 846 0.11% 0.015%
52 7.269 1840 1844 1845 rBV2 243 146 0.02% 0.003%
53 7.375 1873 1877 1878 rBV2 248 176 0.02% ©0.003%
54 7.433 1892 1895 1899 rBV 199 130 0.02% 0.002%
55 7.520 1920 1922 1923 rBV 153 62 0.01% 0.001%
56 7.562 1923 1935 1955 rBV 88794 160639 21.17% 2.790%
57 7.784 1998 2004 2005 rBV4 1033 801 0.11% 0.014%
58 7.893 2021 2038 2073 rBV 331252 583942 76.96% 10.142%
59 8.041 2082 2084 2089 rBV2 207 124 0.02% 0.002%
60 8.063 2089 2091 2098 rVB3 449 420 0.06% 0.007%
61 8.092 2098 2100 2103 rBV 252 136 ©0.02% 0.002%
62 8.176 2115 2126 2143 rBV 64842 110223 14.53% 1.914%
63 8.298 2162 2164 2165 rBV 150 61 0.01% 0.001%
64 8.391 2190 2193 2195 rBV2 867 647 0.09% 0.011%
65 8.439 2205 2208 2211 rBV2 245 188 ©0.02% 0.003%
66 8.465 2213 2216 2221 rVB3 339 268 0.04% 0.005%
67 8.507 2226 2229 2233 rVV2 210 192 0.03% 0.003%
68 8.552 2236 2243 2249 rVB3 1482 2282 0.30% 0.040%
69 8.629 2255 2267 2303 rBV2 179655 349570 46.07% 6.071%
70  8.851 2335 2336 2338 rBV2 225 85 0.01% 0.001%
71  8.909 2351 2354 2355 rBV 346 185 ©0.02% 0.003%
72 9.060 2396 2401 2408 rBV2 236 335 0.04% 0.006%
73 9.089 2408 2410 2413 rVwv2 326 157 0.02% 0.003%
74  9.295 2468 2474 2476 rBV 275 314 0.04% 0.005%
75 9.366 2495 2496 2497 rBV 125 32 0.00% 0.001%

76  9.411 2498 2510 2536 rVV 333039 561975 74.07% 9.760%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51023\
Data File : VU@54137.D

Acqg On : 10 May 2023 11:15

Operator : JC/MD

Sample : VUe510MBLO1

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@42923WMA.M
Title : VOC Analysis

77 9.684 2591 2595 2596 rBV2 1051 743 0.10% 0.013%
78 9.829 2638 2640 2641 rBV2 128 28 0.00% 0.000%
79 10.050 2707 2709 2710 rBV2 187 61 0.01% 0.001%
80 10.208 2755 2758 2759 rBV 211 109 0.01% 0.002%
81 10.404 2818 2819 2820 rBV 118 29 0.00% 0.001%
82 10.481 2838 2843 2853 rVB4 2258 2767 0.36% 0.048%
83 10.636 2887 2891 2900 rVB4 903 966 ©0.13% 0.017%
84 10.751 2915 2927 2943 rBV 242770 396175 52.22% 6.881%
85 10.906 2972 2975 2979 rBV 297 180 ©0.02% 0.003%
86 10.996 2999 3003 3005 rBV2 270 224 0.03% 0.004%
87 11.086 3024 3031 3035 rBV2 1384 1692 0.22% 0.029%
88 11.410 3129 3132 3134 rBV 223 117 0.02% 0.002%
89 11.468 3143 3150 3158 rVB2 1855 2649 0.35% 0.046%
90 11.745 3230 3236 3243 rVB4 2838 4029 ©.53% 0.070%
91 11.806 3243 3255 3276 rBV 334728 536088 70.66% 9.311%
92 12.189 3361 3374 3393 rBV 330751 549031 72.36% 9.535%
93 12.311 3411 3412 3413 rBV 220 75 0.01% 0.001%
94 12.944 3606 3609 3614 rBV2 311 277 0.04% 0.005%
95 13.221 3689 3695 3706 rVB3 2714 4243 0.56% 0.074%
96 13.841 3880 3888 3896 rBVS5 4761 7008 0.92% 0.122%
97 14.086 3954 3964 3979 rBV 7270 13579 1.79% 0.236%
98 14.330 4033 4040 4050 rVB3 4949 7442  0.98% 0.129%

Sum of corrected areas: 5757770
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051023\
Data File : VU@54137.D

Acqg On : 10 May 2023 11:15

Operator : JC/MD

Sample : VUe51eMBLO1

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@42923WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU054137.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051023\
Data File : VU@54137.D

Acqg On : 10 May 2023 11:15

Operator : JC/MD

Sample : VUe51eMBLO1

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@42923WMA.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@51023\
Data File : VU@54137.D

Acqg On : 10 May 2023 11:15

Operator : JC/MD

Sample : VUe510eMBLO1

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@42923WMA.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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