LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53124\
Data File : VU@59104.D

Acqg On : 31 May 2024 09:56

Operator : MD/SY

Sample : VUe531MBLO1

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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59104.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 87 95 114 rBV 73554 90180 13.65% 1.672%
2 1.782 143 153 162 rBV4 5753 11686 1.77% 0.217%
3 1.907 184 192 206 rBV 66433 87401 13.23% 1.621%
4 2.493 369 374 376 rBV 324 288 0.04% 0.005%
5 2.560 383 395 412 rBV 117243 195187 29.54%  3.620%
6 2.788 458 466 478 rVB2 3578 6138 0.93% 0.114%
7 2.933 507 511 514 rBV2 236 258 0.04% 0.005%
8 3.036 535 543 558 rVB5 2410 4724 0.71% 0.088%
9 3.116 560 568 571 rBv2 178 262 0.04% 0.005%
16 3.181 582 588 593 rVB3 365 432 0.07% 0.008%
11  3.271 611 616 618 rBV 248 213 0.03% 0.004%
12 3.348 635 640 641 rBV2 607 536 0.08% 0.010%
13 3.390 649 653 656 rBv2 183 197 0.03% 0.004%
14 3.502 684 688 690 rBv2 278 231 0.03% 0.004%
15 3.714 751 754 756 rBV2 272 213 0.03% 0.004%
16 3.763 766 769 773 rVB2 211 197 0.03% 0.004%
17 3.788 773 777 780 rBV 265 213 0.03% 0.004%
18 3.898 805 811 816 rBv2 277 335 0.05% 0.006%
19 4.390 959 964 967 rBV 193 233 0.04% 0.004%
20 4.412 967 971 976 rvVB2 334 302 0.05% 0.006%
21  4.463 981 987 992 rBvV2 381 515 ©0.08% 0.010%
22 4.611 1023 1033 1077 rBV 76140 199635 30.21% 3.702%
23 4.869 1111 1113 1117 rVB4 369 288 0.04% 0.005%
24 4.894 1117 1121 1124 rBV 335 240 0.04% 0.004%
25 5.052 1155 1170 1193 rBV 123307 277269 41.96% 5.142%
26 5.396 1271 1277 1279 rBV2 240 307 0.05% 0.006%
27 5.531 1315 1319 1323 rBV2 257 289 0.04% 0.005%
28 5.717 1356 1377 1404 rBV2 241726 660784 100.00% 12.254%
29 5.872 1422 1425 1429 rBv2 225 200 0.03% 0.004%
30 5.891 1429 1431 1436 rVV2 381 265 0.04% 0.005%
31 6.061 1481 1484 1487 rVB2 293 203 0.03% 0.004%
32 6.119 1497 1502 1505 rBV2 258 225 0.03% 0.004%
33 6.242 1527 1540 1571 rBV 252272 493502 74.68% 9.152%
34 6.531 1620 1630 1640 rBvVi1e 5006 10409 1.58% ©.193%
35 6.682 1664 1677 1695 rBV2 159774 314339 47.57% 5.829%
36 6.901 1742 1745 1748 rBV 227 213 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53124\
Data File : VU@59104.D

Acqg On : 31 May 2024 09:56

Operator : MD/SY
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Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
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Smoothing : OFF Filtering: 5
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
37 6.981 1767 1770 1775 rVB 240 216 ©0.03% 0.004%
38 7.489 1925 1928 1931 rBV 303 259 0.04% 0.005%
39 7.508 1931 1934 1937 rVB2 315 234 0.04% 0.004%
40 7.560 1937 1950 1972 rBV 76202 139360 21.09% 2.584%
41  7.714 1993 1998 1999 rBV 393 333 0.05% 0.006%
42 7.746 2006 2008 2016 rVB2 389 356 0.05% 0.007%
43 7.801 2019 2025 2027 rBvV2 321 400 0.06% 0.007%
44  7.891 2040 2053 2074 rBV 261675 463987 70.22% 8.605%
45  8.174 2128 2141 2162 rBV 51158 92494 14.00% 1.715%
46 8.377 2201 2204 2209 rVB2 362 247 0.04% 0.005%
47  8.547 2254 2257 2262 rBV3 353 257 0.04% 0.005%
48  8.627 2272 2282 2310 rBV2 186051 372956 56.44% 6.917%
49 8.775 2326 2328 2335 rVB4 1061 859 0.13% 0.016%
50 9.077 2420 2422 2427 rVB2 276 221 0.03% 0.004%
51 9.110 2427 2432 2435 rBV2 302 271 0.04% 0.005%
52 9.151 2440 2445 2447 rBV 244 248 0.04% 0.005%
53 9.196 2451 2459 2462 rBv2 231 279 0.04% 0.005%
54  9.286 2484 2487 2491 rBV 334 251 0.04% 0.005%
55 9.412 2509 2526 2554 rBV 357018 614789 93.04% 11.401%
56 9.666 2599 2605 2608 rBV2 285 290 0.04% 0.005%
57 9.701 2608 2616 2622 rvv3 690 983 0.15% 0.018%
58 9.952 2691 2694 2696 rBV 278 219 0.03% 0.004%
59 10.000 2705 2709 2712 rVB 308 255 0.04% 0.005%
60 10.257 2785 2789 2797 rVB 288 399 0.06% 0.007%
61 10.293 2797 2800 2802 rBV 251 210 0.03% 0.004%
62 10.489 2850 2861 2865 rBV2 379 650 0.10% 0.012%
63 10.528 2870 2873 2877 rVWV 276 222 0.03% 0.004%
64 10.573 2881 2887 2890 rBV 279 292 0.04% 0.005%
65 10.637 2900 2907 2917 rBV4 3412 5547 0.84% 0.103%
66 10.749 2927 2942 2960 rBV 237398 391281 59.21% 7.256%
67 10.865 2975 2978 2983 rVB3 424 337 0.05% 0.006%
68 10.994 3015 3018 3021 rBV 254 253 0.04% 0.005%
69 11.225 3087 3090 3094 rVB2 325 275 0.04% 0.005%
70 11.473 3160 3167 3172 rBV2 422 509 0.08% 0.009%
71 11.598 3202 3206 3209 rBV 308 287 0.04% 0.005%
72 11.653 3220 3223 3227 rBV 219 236 0.04% 0.004%
73 11.701 3233 3238 3240 rBV 274 242 0.04% 0.004%
74 11.746 3247 3252 3259 rBV3 1158 1285 0.19% 0.024%
75 11.807 3259 3271 3294 rBV 301044 507990 76.88% 9.421%

76 12.187 3377 3389 3413 rBV 238834 407750 61.71% 7.562%
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77 12.328 3430 3433 3439 rVB2 470 439 0.07% 0.008%
78 12.357 3439 3442 3447 rBvV2 391 313 0.05% 0.006%
79 12.463 3471 3475 3477 rBV2 280 254 0.04% 0.005%
80 12.547 3498 3501 3506 rVVv2 236 212 0.03% 0.004%
81 12.962 3627 3630 3636 rVB2 203 201 0.03% 0.004%
82 13.068 3659 3663 3669 rBV2 389 437 0.07% 0.008%
83 13.235 3709 3715 3724 rVB5S 610 797 0.12% 0.015%
84 13.283 3727 3730 3734 rBV2 241 235 0.04% 0.004%
85 13.335 3740 3746 3750 rBV2 372 523 0.08% 0.010%
86 13.540 3805 3810 3813 rBV2 339 361 ©0.05% 0.007%
87 13.849 3900 3906 3912 rVB5 1953 2748 0.42% 0.051%
88 13.900 3920 3922 3928 rVB3 404 262 0.04% 0.005%
89 14.019 3956 3959 3963 rBV2 228 234 0.04% 0.004%
990 14.093 3972 3982 3999 rBV2 7492 15309 2.32% 0.284%
91 14.206 4015 4017 4023 rVB3 377 305 ©0.05% 0.006%
92 14.328 4047 4055 4056 rBV3 2142 1843 0.28% 0.034%
93 14.408 4078 4080 4086 rVB2 272 211  0.03% 0.004%
94 14.437 4086 4089 4091 rBV 333 207 0.03% 0.004%
95 14.711 4172 4174 4176 rBV 335 200 0.03% 0.004%
96 14.781 4194 4196 4201 rBV3 326 279 0.04% 0.005%
97 14.830 4208 4211 4213 rBV 378 249 0.04% 0.005%
98 14.990 4258 4261 4264 rBV2 374 268 0.04% 0.005%
99 15.958 4559 4562 4566 rBV2 540 344 0.05% 0.006%
100 16.543 4742 4744 4748 rBV3 702 581 0.09% 0.011%
Sum of corrected areas: 5392250
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Z:\voasrv\HPCHEM1\MSVOA_|
: VU@59104.D

: 31 May 2024 09:56

: MD/SY

: VU@531MBLO1

: 5.00g/5.0mL/100uL/5.0mL/
: 4 Sample Multiplier: 1

: VOC Analysis

LSC Report - Integrated Chromatogram

U\Data\VUe53124\

MSVOA_U/MEOH

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M

: C:\Database\NIST20.L
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53124\
Data File : VU@59104.D

Acqg On : 31 May 2024 09:56

Operator : MD/SY

Sample : VUe531MBLO1

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\SFAMULMO52924WMA.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_U\Data\VU@53124\
Data File : VU@59104.D

Acqg On ¢ 31 May 2024 09:56

Operator : MD/SY

Sample : VUe531MBLO1

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@52924WMA .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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