LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40423\
Data File : VU@53560.D

Acqg On : 04 Apr 2023 14:49

Operator : JC/MD

Sample : VUe404MBLO1

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

ALS Vvial : 13  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@33123WMA.M
Title : VOC Analysis

Signal : TIC: VU@53560.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 93 rBV 99071 113602 13.62% 1.712%
2 1.909 176 177 191 rVB 85774 116824 14.01% 1.761%
3 2.565 370 381 405 rVB 151917 252389 30.26%  3.804%
4 2.739 433 435 440 rBV4 398 317 0.04% 0.005%
5 2.887 478 481 483 rBV 304 222  0.03% 0.003%
6 3.038 523 528 538 rVB4 2233 3335 0.40% 0.050%
7 3.176 568 571 572 rBV2 410 232 0.03% 0.003%
8 3.186 572 574 578 rVB 522 245 0.03% 0.004%
9 3.269 598 600 604 rBv2 167 151 0.02% 0.002%
106 3.578 691 696 702 rBV 169 272 0.03% 0.004%
11  3.697 730 733 739 rVB2 363 354 0.04% 0.005%
12 3.906 791 798 801 rBV2 340 340 0.04% 0.005%
13 4.015 829 832 838 rVB 287 163 0.02% 0.002%
14 4.083 850 853 859 rVB 235 234 0.03% 0.004%
15 4.227 893 898 901 rVB2 236 186 ©0.02% 0.003%
16 4.295 915 919 922 rBv2 284 224 0.03% 0.003%
17 4.343 931 934 938 rVB2 371 303 0.04% 0.005%
18 4.379 938 945 947 rBV2 286 292 0.04% 0.004%
19 4.424 956 959 961 rBV 277 174 0.02% 0.003%
20 4.613 1006 1018 1044 rBV 74519 179341 21.50% 2.703%
21  4.961 1120 1126 1128 rBV 353 337 0.04% 0.005%
22 5.057 1139 1156 1176 rBV2 157611 347287 41.64% 5.234%
23 5.372 1252 1254 1261 rVB2 306 265 0.03% 0.004%
24  5.420 1266 1269 1271 rBV2 295 177 0.02% 0.003%
25 5.472 1282 1285 1292 rVB 249 213 0.03% 0.003%
26 5.600 1320 1325 1327 rBV 318 230 0.03% 0.003%
27 5.719 1341 1362 1390 rBV2 300886 834040 100.00% 12.570%
28 6.009 1447 1452 1454 rBV 267 157 0.02% 0.002%
29 6.121 1479 1487 1491 rBV2 447 558 0.07% 0.008%
30 6.243 1511 1525 1541 rBV2 273578 519131 62.24% 7.824%
31 6.478 1593 1598 1603 rvB2 378 419 0.05% 0.006%
32 6.523 1603 1612 1614 rBV2 4478 5395 0.65% 0.081%
33 6.684 1648 1662 1682 rBV 192964 378959 45.44% 5.711%
34 6.938 1737 1741 1744 rBV 271 165 ©0.02% 0.002%
35 6.996 1756 1759 1764 rvVB2 260 193 0.02% 0.003%
36 7.086 1782 1787 1789 rBV2 204 170 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40423\
Data File : VU@53560.D

Acqg On : 04 Apr 2023 14:49

Operator : JC/MD

Sample : VUe404MBLO1

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

ALS Vvial : 13  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@33123WMA.M
Title : VOC Analysis
37 7.182 1814 1817 1819 rBV3 448 286 0.03% 0.004%
38 7.562 1920 1935 1955 rBV 110562 194015 23.26% 2.924%
39 7.790 2002 2006 2009 rBV2 445 455 0.05% 0.007%
40  7.893 2025 2038 2073 rBV 381375 667495 80.03% 10.060%
41  8.105 2102 2104 2109 rVB3 329 231 0.03% 0.003%
42 8.173 2113 2125 2151 rVV 76532 132955 15.94% 2.004%
43 8.276 2154 2157 2160 rVB2 356 181 0.02% 0.003%
44  8.301 2160 2165 2168 rBV 288 225 0.03% 0.003%
45  8.549 2236 2242 2252 rVB6 2132 3196 0.38% 0.048%
46 8.626 2254 2266 2301 rBV 220957 404116 48.45% 6.090%
47  8.832 2325 2330 2333 rBvV2 233 191 0.02% 0.003%
48  8.922 2355 2358 2363 rVB3 549 408 0.05% 0.006%
49 9.025 2385 2390 2393 rBV2 261 316 0.04% 0.005%
50 9.108 2413 2416 2421 rBv2 298 264 0.03% 0.004%
51 9.243 2455 2458 2465 rVB 399 347 0.04% 0.005%
52 9.285 2465 2471 2474 rBV 196 202 0.02% 0.003%
53  9.414 2498 2511 2539 rVWW 377446 634090 76.03%  9.556%
54 9.565 2553 2558 2561 rBvV2 740 784 0.09% 0.012%
55 9.693 2590 2598 2608 rBvV3 1135 1795 0.22% 0.027%
56 9.774 2621 2623 2628 rVB 263 199 0.02% 0.003%
57 9.793 2628 2629 2634 rBV 262 252 0.03% 0.004%
58 9.925 2667 2670 2673 rBV 180 154 0.02% 0.002%
59 10.044 2699 2707 2710 rBV 175 198 0.02% 0.003%
60 10.176 2745 2748 2751 rVB 309 192 0.02% 0.003%
61 10.382 2807 2812 2814 rBV 174 169 ©0.02% 0.003%
62 10.410 2817 2821 2828 rVB2 225 269 0.03% 0.004%
63 10.478 2838 2842 2843 rBV 644 415 0.05% 0.006%
64 10.520 2852 2855 2858 rBV2 190 153 0.02% 0.002%
65 10.751 2915 2927 2941 rVV 289661 463976 55.63% 6.992%
66 10.825 2947 2950 2955 rVB4 605 439 0.05% 0.007%
67 10.870 2960 2964 2968 rBV2 255 205 0.02% ©0.003%
68 10.954 2986 2990 2993 rBV2 252 186 ©0.02% 0.003%
69 11.050 3014 3020 3022 rBV 206 212 0.03% 0.003%
70 11.086 3026 3031 3040 rVVv2 1094 1575 0.19% 0.024%
71 11.124 3041 3043 3045 rVWV 318 186 ©0.02% 0.003%
72 11.211 3066 3070 3074 rVvv2 264 205 0.02% 0.003%
73 11.240 3075 3079 3082 rVV 338 263 0.03% 0.004%
74 11.353 3110 3114 3117 rBV2 267 237 0.03% 0.004%
75 11.417 3131 3134 3139 rVv2 306 295 0.04% 0.004%
76 11.472 3143 3151 3158 rVB4 1347 2099 0.25% 0.032%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe40423\
Data File : VU@53560.D

Acqg On : 04 Apr 2023 14:49

Operator : JC/MD

Sample : VUe404MBLO1

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

ALS Vvial : 13  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@33123WMA.M
Title : VOC Analysis
77 11.642 3201 3204 3209 rBV 172 172 0.02% 0.003%
78 11.668 3209 3212 3215 rVB2 253 156 0.02% 0.002%
79 11.745 3227 3236 3244 rVB2 3969 5274 0.63% 0.079%
80 11.806 3244 3255 3277 rBV 396233 652807 78.27% 9.838%
81 11.938 3293 3296 3297 rBV 375 214 0.03% 0.003%
82 12.189 3362 3374 3395 rBV 406070 658356 78.94% 9.922%
83 12.349 3421 3424 3427 rBV2 433 291 0.03% 0.004%
84 12.517 3472 3476 3478 rBV 298 272 0.03% 0.004%
85 12.549 3483 3486 3491 rBV 319 336 0.04% 0.005%
86 12.574 3491 3494 3496 rBV 255 168 0.02% 0.003%
87 12.700 3529 3533 3535 rBV 212 169 0.02% 0.003%
88 12.796 3561 3563 3566 rBV 346 160 ©0.02% 0.002%
89 12.902 3593 3596 3599 rBV2 253 165 0.02% 0.002%
90 13.082 3648 3652 3655 rBV2 184 173 0.02% 0.003%
91 13.224 3686 3696 3705 rBV4 2630 3975 0.48% 0.060%
92 13.385 3744 3746 3749 rBV2 312 167 0.02% 0.003%
93 13.600 3810 3813 3816 rVB 413 297 0.04% 0.004%
94 13.619 3816 3819 3823 rBV2 217 233  0.03% 0.004%
95 13.706 3843 3846 3847 rBV2 395 218 ©0.03% 0.003%
96 13.841 3878 3888 3904 rBvV2 11705 19159 2.30% 0.289%
97 13.947 3918 3921 3924 rBV2 312 215 ©0.03% 0.003%
98 14.002 3935 3938 3940 rBV 483 317 0.04% 0.005%
99 14.089 3956 3965 3981 rBV2 7611 13053 1.57% 0.197%
100 14.327 4032 4039 4050 rVB5 5455 8696 1.04% 0.131%
Sum of corrected areas: 6635370
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40423\
Data File : VU®@53560.D

Acqg On : 04 Apr 2023 14:49

Operator : JC/MD

Sample ¢ VUe4e4MBLO1

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

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU053560.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VvUue40423\
Data File : VU®@53560.D

Acqg On : 04 Apr 2023 14:49

Operator : JC/MD

Sample ¢ VUe4e4MBLO1

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

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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\VUe40423\
Data File : VU@53560.D

Acqg On : 04 Apr 2023 14:49

Operator : JC/MD

Sample : VUe4e4MBLO1

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

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@33123WMA.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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