LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51123\
Data File : VU@54151.D

Acqg On : 11 May 2023 10:17

Operator : JC/MD

Sample : VUe511MBLO1

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@54151.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 96 rVB 94357 114763 13.27% 1.658%
2 1.909 169 177 194 rVB 71341 102839 11.89% 1.486%
3 2.562 368 380 400 rBV 168442 275948 31.91% 3.987%
4 2.790 444 451 459 rVvB4 1210 1931 0.22% ©0.028%
5 3.048 520 531 543 rVB5 1949 3755 0.43% 0.054%
6 3.093 543 545 548 rBV 211 103 0.01% ©0.001%
7 3.195 574 577 581 rBV2 256 215 0.02% ©0.003%
8 3.343 620 623 625 rBv2 445 351 0.04% 0.005%
9 3.401 639 641 645 rBv 148 91 0.01% 0.001%
10 3.437 649 652 656 rVB 255 148 0.02% 0.002%
11 3.462 656 660 662 rBV 273 146 0.02% 0.002%
12 3.629 708 712 715 rBV2 326 193 0.02% 0.003%
13 3.684 726 729 732 rBV 198 123 0.01% 0.002%
14 3.800 762 765 767 rBV 249 194 0.02% ©0.003%
15 3.864 781 785 788 rVWV 224 149 0.02% 0.002%
16 4.044 837 841 847 rVB 414 478 0.06% 0.007%
17 4.083 847 853 854 rBV 301 294 0.03% 0.004%
18 4.157 873 876 880 rVB2 425 346 0.04% 0.005%
19 4.183 880 884 885 rBV 303 224 0.03% 0.003%
20 4.221 891 896 897 rBV 188 168 0.02% 0.002%
21  4.401 950 952 955 rVB 196 83 0.01% 0.001%
22 4.472 972 974 979 rVB 242 114 0.01% 0.002%
23 4.568 1002 1004 1006 rVB 166 84 0.01% 0.001%
24  4.620 1009 1020 1056 rBV 66749 174815 20.22%  2.526%
25 4.935 1116 1118 1120 rBV 149 101 0.01% 0.001%
26 5.057 1139 1156 1177 rBV 160702 356331 41.21% 5.148%
27 5.317 1235 1237 1239 rVB 313 139 0.02% 0.002%
28 5.340 1240 1244 1246 rBV 322 244  0.03% 0.004%
29 5.353 1246 1248 1251 rVV 113 77 0.01% 0.001%
30 5.414 1264 1267 1270 rVB 302 145 0.02% 0.002%
31 5.440 1270 1275 1279 rVB2 229 236 0.03% 0.003%
32 5.469 1279 1284 1286 rBv2 201 190 0.02% 0.003%
33 5.719 1339 1362 1382 rBV2 311898 864717 100.00% 12.494%
34 5.973 1439 1441 1444 rBV2 183 125 0.01% 0.002%
35 6.070 1468 1471 1473 rBV 144 95 0.01% 0.001%
36 6.086 1474 1476 1480 rVB 184 116 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51123\
Data File : VU@54151.D

Acqg On : 11 May 2023 10:17

Operator : JC/MD

Sample : VUe511MBLO1

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 6.144 1492 1494 1497 rBV 178 143  0.02% 0.002%
38 6.244 1511 1525 1551 rBV 308662 593418 68.63% 8.574%
39 6.465 1591 1594 1598 rBV2 422 379 0.04% 0.005%
40 6.485 1598 1600 1602 rVV 270 169 0.02% 0.002%
41 6.530 1604 1614 1624 rVB1o 2971 6034 0.70% 0.087%
42 6.575 1624 1628 1629 rBV 208 160 0.02% 0.002%
43  6.584 1629 1631 1634 rVB 273 138 0.02% 0.002%
44 6.684 1648 1662 1692 rBV 203630 399332 46.18% 5.770%
45 6.858 1713 1716 1720 rVB 184 96 0.01% 0.001%
46 6.912 1730 1733 1736 rBV 180 175 0.02% 0.003%
47 7.096 1788 1790 1793 rBV 252 124 0.01% ©0.002%
48 7.128 1798 1800 1803 rBV 193 990 0.01% 0.001%
49 7.215 1826 1827 1830 rVB 227 85 0.01% 0.001%
50 7.243 1833 1836 1839 rVB2 232 168 0.02% 0.002%
51 7.269 1842 1844 1847 rVB 341 211 0.02% ©0.003%
52 7.295 1847 1852 1854 rBV2 305 307 0.04% 0.004%
53 7.404 1884 1886 1887 rBV 138 76 0.01% 0.001%
54 7.514 1916 1920 1922 rBV 208 202 0.02% ©0.003%
55 ~ 7.559 1922 1934 1954 rBV 114250 204233 23.62%  2.951%
56 7.694 1973 1976 1984 rVB4 633 654 0.08% 0.009%
57 7.742 1984 1991 1994 rBB2 168 230 0.03% 0.003%
58 7.787 1999 2005 2006 rvv2 436 352 0.04% 0.005%
59 7.797 2006 2008 2014 rVB2 536 408 0.05% 0.006%
60 7.893 2025 2038 2057 rBV 395044 690542 79.86% 9.977%
61 8.108 2103 2105 2107 rBV 155 87 0.01% 0.001%
62 8.173 2114 2125 2149 rBV 83157 142694 16.50% 2.062%
63 8.266 2152 2154 2158 rVB 364 242 0.03% 0.003%
64 8.417 2198 2201 2204 rBV2 215 134 0.02% 0.002%
65 8.462 2213 2215 2219 rBV2 165 113  0.01% 0.002%
66  8.523 2231 2234 2238 rBV2 158 135 0.02% 0.002%
67 8.549 2238 2242 2247 rBV4 825 711 0.08% 0.010%
68 8.629 2256 2267 2302 rBV3 196156 384560 44.47% 5.556%
69 8.819 2321 2326 2329 rBV2 452 528 0.06% 0.008%
70 8.941 2361 2364 2366 rBvV2 191 125 0.01% 0.002%
71  9.005 2381 2384 2388 rVVv2 337 237 0.03% 0.003%
72 9.031 2389 2392 2398 rVB2 334 273 0.03% 0.004%
73 9.099 2410 2413 2416 rVB 225 116 0.01% 0.002%
74  9.118 2416 2419 2422 rBV2 173 102 0.01% 0.001%
75 9.163 2431 2433 2434 rBV2 254 108 ©0.01% 0.002%

76 9.411 2494 2510 2545 rBV 431345 717044 82.92% 10.360%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@51123\
Data File : VU@54151.D

Acqg On : 11 May 2023 10:17

Operator : JC/MD

Sample : VUe511MBLO1

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
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Stop Thrs : © Peak Location: TOP
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@42923WMA.M
Title : VOC Analysis
77 9.652 2581 2585 2586 rBV2 192 122  0.01% 0.002%
78 9.690 2591 2597 2599 rBV2 827 784 0.09% 0.011%
79 9.877 2652 2655 2657 rBV 315 165 0.02% 0.002%
80 10.079 2714 2718 2719 rBV 290 196 0.02% 0.003%
81 10.166 2743 2745 2748 rBV 234 97 0.01% 0.001%
82 10.478 2839 2842 2851 rVB2 971 1114 0.13% 0.016%
83 10.517 2851 2854 2857 rBV 205 175 0.02% 0.003%
84 10.636 2888 2891 2896 rVB 652 418 0.05% 0.006%
85 10.681 2902 2905 2914 rVB 279 260 0.03% 0.004%
86 10.751 2914 2927 2945 rBV 284288 460846 53.29% 6.658%
87 11.012 3005 3008 3011 rBV2 255 159 0.02% 0.002%
88 11.439 3139 3141 3144 rBV 281 132  0.02% 0.002%
89 11.468 3144 3150 3158 rVB 840 1369 0.16% 0.020%
99 11.600 3188 3191 3194 rBV 229 155 0.02% 0.002%
91 11.742 3229 3235 3236 rBV2 1793 1670 ©0.19% 0.024%
92 11.806 3243 3255 3276 rBV 435767 696822 80.58% 10.068%
93 11.954 3298 3301 3305 rBV2 365 295 0.03% 0.004%
94 12.189 3361 3374 3396 rBV 417174 682316 78.91% 9.858%
95 12.838 3572 3576 3578 rBV 427 255 0.03% 0.004%
96 13.044 3638 3640 3641 rBV 319 134 0.02% 0.002%
97 13.224 3688 3696 3708 rBV5 2348 3790 0.44% 0.055%
98 13.404 3749 3752 3757 rBvV2 358 311 0.04% 0.004%
99 14.089 3957 3965 3979 rBV 8697 14182 1.64% 0.205%
100 14.330 4031 4040 4049 rBV3 6672 10466 1.21% 0.151%
Sum of corrected areas: 6921239
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051123\
Data File : VU@54151.D

Acqg On : 11 May 2023 10:17

Operator : JC/MD

Sample : VUe511MBLO1

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: VU054151.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU051123\
Data File : VU@54151.D

Acqg On : 11 May 2023 10:17

Operator : JC/MD

Sample : VUe511MBLO1

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@51123\
Data File : VU@54151.D

Acqg On : 11 May 2023 10:17

Operator : JC/MD

Sample : VUe511MBLO1

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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