LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50522\
Data File : VU@48429.D

Acqg On : 05 May 2022 10:32

Operator : SY/MD

Sample : VU@505MBLO1

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@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48429.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 73 81 102 rBV 191917 247068 15.71%  2.096%
2 1.896 164 173 188 rBV 123645 185358 11.79% 1.573%
3  2.401 326 330 333 rVB5S 728 535 0.03% 0.005%
4 2.565 368 381 398 rVW 330141 541052 34.40% 4.591%
5 2.674 411 415 421 rBV3 310 314 0.02% 0.003%
6 2.745 434 437 439 rBV 399 232 0.01% 0.002%
7 2.880 473 479 484 rBV2 432 554 0.04% 0.005%
8 3.051 523 532 541 rVW3 2572 4490 0.29% 0.038%
9 3.086 541 543 546 rVB2 301 187 0.01% 0.002%
106 3.115 546 552 555 rBV2 323 399 0.03% 0.003%
11  3.186 561 574 595 rVB2 10085 24660 1.57% 0.209%
12 3.572 691 694 698 rvB2 344 306 0.02% 0.003%
13  3.597 698 702 711 rBV 420 520 0.03% 0.004%
14 3.813 763 769 772 rVB2 243 223  0.01% 0.002%
15 4.282 910 915 918 rBV2 207 227 0.01% 0.002%
16 4.305 919 922 926 rvB2 237 209 0.01% 0.002%
17 4.507 982 985 992 rVB3 296 284 0.02% 0.002%
18 4.620 1006 1020 1044 rBV 178468 429067 27.28% 3.641%
19 5.063 1141 1158 1187 rBV 273953 593827 37.76% 5.039%
20 5.182 1193 1195 1199 rVB 347 201 0.01% 0.002%
21 5.292 1223 1229 1234 rVB4 330 444 0.03% 0.004%
22 5.552 1305 1310 1313 rVB2 239 214 0.01% 0.002%
23 5.726 1341 1364 1396 rBV2 588304 1572810 100.00% 13.345%
24  5.964 1434 1438 1442 rVV3 540 533 0.03% 0.005%
25 5.983 1442 1444 1448 rVB3 476 340 0.02% 0.003%
26 6.028 1455 1458 1459 rBV3 375 159 0.01% 0.001%
27 6.121 1480 1487 1494 rVB3 413 471 0.03% 0.004%
28 6.250 1512 1527 1550 rBV 400758 756265 48.08% 6.417%
29 6.459 1589 1592 1594 rBV 292 252 0.02% 0.002%
30 6.475 1595 1597 1605 rVB3 343 393 0.02% 0.003%
31 6.530 1607 1614 1628 rBV5 2062 4154 0.26% 0.035%
32 6.604 1635 1637 1641 rVB2 557 313 0.02% 0.003%
33  6.690 1649 1664 1686 rBV 358269 696905 44.31% 5.913%
34 6.797 1693 1697 1698 rBvV2 692 455 0.03% 0.004%
35 7.124 1796 1799 1802 rVB2 272 191 0.01% 0.002%
36 7.144 1802 1805 1806 rBV2 463 294 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50522\
Data File : VU@48429.D
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@42522WMA .M
Title : VOC Analysis
37 7.186 1807 1818 1831 rVB4 3559 7388 0.47% 0.063%
38 7.260 1837 1841 1844 rBV3 227 219 0.01% 0.002%
39 7.276 1844 1846 1851 rVV2 178 157 0.01% 0.001%
40  7.298 1851 1853 1857 rVB2 265 153 0.01% 0.001%
41  7.565 1923 1936 1960 rBV 179293 313944 19.96%  2.664%
42 7.690 1967 1975 1986 rVB4 1862 3136 0.20% 0.027%
43 7.790 1997 2006 2008 rBv4 1298 1249 0.08% 0.011%
44  7.835 2017 2020 2022 rBvV2 282 176 0.01% ©0.001%
45  7.899 2026 2040 2057 rBV 721569 1253022 79.67% 10.632%
46 8.179 2113 2127 2147 rBV 126709 212697 13.52% 1.805%
47  8.391 2190 2193 2197 rBvV4 295 242 0.02% 0.002%
48  8.504 2226 2228 2230 rBV 271 152 0.01% 0.001%
49 8.549 2237 2242 2250 rBV3 716 904 0.06% 0.008%
50 8.636 2256 2269 2299 rBV2 517981 977143 62.13% 8.291%
51 8.838 2328 2332 2334 rBV2 199 168 ©0.01% 0.001%
52 8.890 2346 2348 2352 rBV2 339 259 0.02% 0.002%
53 8.973 2371 2374 2379 rVB2 250 222 0.01% 0.002%
54 9.124 2418 2421 2423 rVB 434 239  0.02% 0.002%
55 9.163 2429 2433 2439 rvVvB3 547 543 0.03% 0.005%
56 9.192 2439 2442 2445 rBv2 268 161 0.01% 0.001%
57 9.227 2449 2453 2456 rVB2 254 189 0.01% 0.002%
58 9.250 2457 2460 2463 rBvV2 258 201 0.01% 0.002%
59 9.353 2489 2492 2497 rBV 151 154 0.01% 0.001%
60 9.417 2498 2512 2531 rBV 585154 963660 61.27% 8.177%
61 9.562 2553 2557 2558 rBV 703 431 0.03% 0.004%
62 9.639 2576 2581 2590 rBV3 413 716 0.05% 0.006%
63 9.694 2592 2598 2607 rVB2 1113 1530 0.10% 0.013%
64 9.899 2657 2662 2664 rBV2 225 192 0.01% 0.002%
65 10.263 2769 2775 2777 rBV2 392 394 0.03% 0.003%
66 10.282 2777 2781 2785 rVB2 322 242 0.02% 0.002%
67 10.475 2838 2841 2842 rBV 456 270 0.02% 0.002%
68 10.565 2866 2869 2873 rBV2 217 177 0.01% 0.002%
69 10.639 2883 2892 2897 rBV3 1825 2974 0.19% 0.025%
70 10.758 2916 2929 2946 rBV 577771 941656 59.87% 7.990%
71 10.867 2960 2963 2964 rBV 326 155 ©0.01% 0.001%
72 10.957 2987 2991 2996 rVB2 199 193 0.01% 0.002%
73 11.005 3002 3006 3009 rBV3 220 209 0.01% 0.002%
74 11.121 3041 3042 3047 rVB2 454 254 0.02% 0.002%
75 11.150 3047 3051 3055 rBV 238 238 0.02% 0.002%
76 11.195 3063 3065 3072 rVB2 188 162 0.01% 0.001%
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77 11.295 3092 3096 3099 rBV2 245 228 0.01% 0.002%
78 11.433 3135 3139 3140 rBV 261 165 ©0.01% 0.001%
79 11.459 3140 3147 3148 rBV3 1447 1256 0.08% 0.011%
80 11.581 3182 3185 3189 rBV2 230 210 0.01% 0.002%
81 11.626 3194 3199 3203 rBV 190 243  0.02% 0.002%
82 11.697 3216 3221 3225 rBV4 817 781 0.05% 0.007%
83 11.748 3232 3237 3244 rBV4 1339 1728 0.11% 0.015%
84 11.812 3244 3257 3278 rBV 549919 893474 56.81% 7.581%
85 12.002 3313 3316 3318 rBV 322 222  0.01% 0.002%
86 12.060 3331 3334 3337 rVB2 266 169 0.01% 0.001%
87 12.102 3345 3347 3351 rVB 373 259 0.02% 0.002%
88 12.195 3362 3376 3396 rBV 666884 1095931 69.68% 9.299%
89 12.414 3442 3444 3447 rBV2 359 187 0.01% 0.002%
90 12.619 3503 3508 3513 rBV2 347 456 0.03% 0.004%
91 12.687 3526 3529 3531 rBV 356 244  0.02% 0.002%
92 12.774 3552 3556 3561 rBV4 708 721 0.05% 0.006%
93 12.915 3595 3600 3605 rBV3 353 536 ©0.03% 0.005%
94 13.005 3624 3628 3630 rBV3 431 288 0.02% 0.002%
95 13.092 3650 3655 3661 rBV3 278 379 0.02% 0.003%
96 13.224 3690 3696 3706 rBV4 2604 3673 0.23% 0.031%
97 13.844 3883 3889 3897 rVB3 4431 6231 0.40% 0.053%
98 14.092 3957 3966 3978 rBV 10278 17414 1.11% 0.148%
99 14.336 4032 4042 4053 rVB3 6118 10377 0.66% 0.088%
100 14.568 4112 4114 4118 rBV2 470 387 0.02% 0.003%
Sum of corrected areas: 11785636
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Data Path :
Data File
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Misc

ALS vial

Quant Metho
Quant Title
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Abundance
700000

600000
500000
400000
300000
200000

100000

o

LSC Report - Integrated Chromatogram
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@50522\
Data File : VU@48429.D

Acqg On : 05 May 2022 10:32

Operator : SY/MD

Sample : VUe505MBLO1

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@42522WMA.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@50522\
Data File : VU@48429.D

Acqg On : 05 May 2022 10:32

Operator : SY/MD

Sample : VU@505MBLO1

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@42522WMA.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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