LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe60424\
Data File : VU@59132.D

Acqg On : 04 Jun 2024 11:24

Operator : MD/SY

Sample : VUe604MBLO1

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@59132.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.596 87 95 116 rVB 71133 86198 12.79% 1.568%
2 1.792 138 156 168 rBV3 32749 74235 11.01% 1.350%
3 1.901 182 190 213 rVB 58763 84670 12.56%  1.540%
4 2,557 382 394 410 rBV 115257 188264 27.93%  3.424%
5 2.634 416 418 430 rVvB4 1069 1221 0.18% 0.022%
6 2.737 448 450 456 rVB2 304 237 0.04% 0.004%
7 2.788 456 466 473 rBV2 1931 3216 0.48% 0.058%
8 3.033 534 542 552 rBV3 2627 4476 0.66% 0.081%
9 3.155 577 580 582 rBV 314 202 0.03% 0.004%
106 3.168 582 584 587 rBV2 393 286 0.04% 0.005%
11  3.235 599 605 609 rBv2 209 215 0.03% 0.004%
12 3.319 628 631 635 rvB2 267 230 0.03% 0.004%
13  3.345 635 639 640 rBV 727 521 ©0.08% 0.009%
14 3.415 656 661 669 rVB2 335 445 0.07% 0.008%
15 3.457 669 674 677 rBvV2 249 260 0.04% 0.005%
16 3.782 769 775 782 rBV2 317 573 0.08% 0.010%
17 3.933 815 822 825 rBV 271 290 0.04% 0.005%
18 4.528 1004 1007 1013 rVB2 275 255 0.04% 0.005%
19 4.608 1022 1032 1061 rBV 84403 205544 30.49% 3.738%
20 5.052 1155 1170 1201 rBV 125237 279434 41.45% 5.082%
21 5.428 1283 1287 1291 rVB2 258 213 0.03% 0.004%
22 5.448 1291 1293 1298 rVB2 240 217 0.03% 0.004%
23  5.476 1298 1302 1305 rBV 256 235 0.03% 0.004%
24  5.499 1305 1309 1313 rVB2 190 213 0.03% 0.004%
25 5.531 1313 1319 1322 rBV2 277 389 0.06% 0.007%
26 5.579 1327 1334 1338 rBV 350 437 0.06% 0.008%
27 5.714 1357 1376 1407 rBV2 242969 674126 100.00% 12.261%
28 5.975 1453 1457 1461 rBV2 334 272 0.04% 0.005%
29 6.001 1461 1465 1470 rBV3 232 268 0.04% 0.005%
30 6.094 1490 1494 1497 rBV3 295 212 0.03% 0.004%
31 6.155 1510 1513 1516 rvv2 266 207 0.03% 0.004%
32 6.242 1526 1540 1558 rBV 252195 494001 73.28% 8.985%
33  6.393 1584 1587 1594 rVB4 359 291 0.04% 0.005%
34 6.438 1600 1601 1606 rvB2 345 214 0.03% 0.004%
35 6.467 1606 1610 1612 rBvV2 327 253 0.04% 0.005%
36 6.528 1618 1629 1641 rVB5 5657 11465 1.70% 0.209%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe60424\
Data File : VU@59132.D

Acqg On : 04 Jun 2024 11:24

Operator : MD/SY

Sample : VUe604MBLO1

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
37 6.682 1663 1677 1705 rBV 163094 324504 48.14%  5.902%
38 6.830 1719 1723 1726 rBV3 284 276 0.04% 0.005%
39 7.197 1831 1837 1842 rBV3 944 1141 0.17% 0.021%
40 7.258 1850 1856 1860 rBV2 273 364 0.05% 0.007%
41  7.560 1939 1950 1973 rVV 78875 138467 20.54% 2.518%
42 7.711 1992 1997 2001 rBV3 567 708 0.11% 0.013%
43 7.788 2016 2021 2025 rBV3 412 401 0.06% 0.007%
44  7.817 2027 2030 2034 rVB2 361 236 0.04% 0.004%
45  7.891 2041 2053 2072 rBV 261500 457025 67.80%  8.312%
46 8.087 2111 2114 2120 rVB2 421 378 0.06% 0.007%
47  8.119 2120 2124 2128 rVB2 210 241 0.04% 0.004%
48  8.174 2131 2141 2156 rBV3 52608 91673 13.60% 1.667%
49 8.332 2187 2190 2194 rVB2 388 318 0.05% 0.006%
50 8.377 2199 2204 2205 rBV 274 238 0.04% 0.004%
51 8.460 2227 2230 2236 rVB2 302 263 0.04% 0.005%
52 8.624 2271 2281 2319 rBV 194915 387588 57.49% 7.050%
53  8.811 2335 2339 2340 rBvV2 338 235 0.03% 0.004%
54  8.898 2363 2366 2370 rvB2 347 284 0.04% 0.005%
55  8.923 2370 2374 2376 rBV 367 284 0.04% 0.005%
56  8.984 2387 2393 2395 rBV 247 237 0.04% 0.004%
57 9.113 2428 2433 2437 rBV 221 320 0.05% 0.006%
58 9.245 2470 2474 2480 rVB2 346 460 0.07% 0.008%
59 9.280 2480 2485 2488 rBV2 247 255 0.04% 0.005%
60 9.303 2488 2492 2496 rBvV 293 252 0.04% 0.005%
61 9.412 2513 2526 2570 rBV 370458 628687 93.26% 11.435%
62 9.563 2570 2573 2577 rBV3 347 317 0.05% 0.006%
63 9.701 2612 2616 2620 rVB3 428 386 0.06% 0.007%
64 9.869 2665 2668 2672 rBV2 351 276 0.04% 0.005%
65 9.891 2672 2675 2679 rBV2 287 236 0.04% 0.004%
66 9.936 2685 2689 2698 rBV 324 459 0.07% 0.008%
67 10.039 2716 2721 2725 rVB2 386 382 0.06% 0.007%
68 10.068 2725 2730 2734 rBV 333 408 0.06% 0.007%
69 10.103 2738 2741 2745 rBV2 314 243 0.04% 0.004%
70 10.219 2773 2777 2778 rBV 248 199 0.03% 0.004%
71 10.489 2857 2861 2862 rBV 441 263 0.04% 0.005%
72 10.611 2894 2899 2904 rBV2 380 425 0.06% 0.008%
73 10.653 2909 2912 2918 rVB3 448 442 0.07% 0.008%
74 10.750 2929 2942 2959 rBV = 247767 403885 59.91%  7.346%
75 10.984 3012 3015 3020 rVB 320 259 0.04% 0.005%
76 11.020 3020 3026 3029 rBV2 300 305 0.05% 0.006%
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77 11.296 3107 3112 3114 rBV2 365 352 0.05% 0.006%
78 11.312 3114 3117 3125 rVB 444 418 0.06% ©0.008%
79 11.351 3125 3129 3132 rBV2 314 265 0.04% 0.005%
80 11.412 3143 3148 3151 rBV 329 356 0.05% 0.006%
81 11.457 3160 3162 3166 rBV2 340 334 0.05% 0.006%
82 11.508 3173 3178 3181 rBV 220 238 0.04% 0.004%
83 11.743 3249 3251 3258 rVB3 745 659 0.10% 0.012%
84 11.807 3258 3271 3292 rBV 302716 509728 75.61% 9.271%
85 11.975 3321 3323 3327 rBV2 381 295 0.04% 0.005%
86 12.187 3377 3389 3409 rBV 240698 409804 60.79%  7.454%
87 12.306 3423 3426 3429 rVB3 340 205 0.03% 0.004%
88 12.579 3507 3511 3513 rBV 395 281 0.04% 0.005%
89 12.627 3523 3526 3532 rBV2 293 285 0.04% 0.005%
90 12.682 3540 3543 3548 rVB2 398 400 0.06% ©.007%
91 12.717 3548 3554 3558 rBV2 381 541 ©0.08% 0.010%
92 12.865 3595 3600 3602 rBV 256 293 0.04% 0.005%
93 13.225 3710 3712 3714 rBV2 429 258 0.04% 0.005%
94 13.457 3781 3784 3788 rBV 342 282 0.04% 0.005%
95 13.849 3901 3906 3918 rVB3 1709 2415 0.36% 0.044%
96 14.093 3974 3982 3999 rBV2 5036 11215 1.66% 0.204%
97 14.331 4049 4056 4058 rBV4 1507 1412 0.21% 0.026%
98 14.415 4080 4082 4087 rVB2 340 254 0.04% 0.005%
99 14.466 4095 4098 4102 rBV 525 357 0.05% 0.006%
100 15.765 4499 4502 4505 rBV2 487 320 0.05% 0.006%
Sum of corrected areas: 5498072
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060424\

: VUe59132.D

: 04 Jun 2024 11:24

: MD/SY

: VUe604MBLO1

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

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

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance
350000

300000

250000

200000

150000

100000

50000

o

TIC: VU059132.D\data.ms

5.714 6.242

6.68

2557 5.052

4.608
1.596 1,901

632388 3.03EBRAE57  3.7862933 em&ﬁ?B
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1_17\‘\\\\‘/MY_T‘\T\T\TT\\\\‘\\\\‘Tﬁ\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\T \\\‘ ‘"1_17’\‘\\

Time-->

1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU059132.D\data.ms
9.412

11.807

7.801
10.750 12.1

8.624

7.560

8 174

O

Time-->

B. 830 7 1%8 883324’60 8.&m41mla 9.56870 REBIMIRHAIBP 19 10.48656: 1019620 11 BB8Nna08.1.748.1.975
T e e e e L e e e e e e T e e
7. 00 7.50 8. 50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance
350000

300000

250000

200000

150000

100000

50000

TIC: VU059132.D\data.ms

.306 12BBEBAP.865 13.2293.457 13 84914 0931.413?&3166 15 765

Time-->

‘ T T T T ‘ T T T T ‘ T ‘ T T ‘ T ‘ T ‘ T T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14 50 15.00 15 50 16 00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU060424\
Data File : VU@59132.D

Acqg On : 04 Jun 2024 11:24

Operator : MD/SY

Sample : VUe604MBLO1

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@60424\
Data File : VU@59132.D

Acqg On : 04 Jun 2024 11:24

Operator : MD/SY

Sample : VUe604MBLO1

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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