LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46315.D

Acqg On : 13 Dec 2021 15:07

Operator : SY/MD

Sample : M4975-09ME

Misc : 7.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46315.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 105 rVB 53439 80020 14.13% 1.902%
2 1.883 161 169 174 rBV 25916 38660 6.83% 0.919%
3 2.186 259 263 267 rBV3 1326 1345 0.24% 0.032%
4 2.549 366 376 389 rBV 85163 137617 24.30%  3.271%
5 2.848 466 469 472 rBvV2 292 221 0.04% 0.005%
6 2.961 496 504 506 rBvV2 1038 1256 0.22% 0.030%
7 3.041 521 529 541 rVB6 1277 2447 0.43% 0.058%
8 3.108 547 550 554 rBV3 280 284 0.05% 0.007%
9 3.182 559 573 588 rvwv 6126 14572 2.57% 0.346%
106 3.433 648 651 655 rVB2 338 295 0.05% 0.007%
11 3.507 671 674 681 rBv2 315 383 0.07% 0.009%
12 3.616 702 708 710 rBV 269 270 0.05% 0.006%
13 3.774 752 757 764 rVB2 357 448 0.08% 0.011%
14 3.941 806 809 817 rVB 293 363 0.06% ©0.009%
15 4.083 847 853 857 rBV 261 253 0.04% 0.006%
16 4.218 889 895 897 rBV2 318 278 0.05% 0.007%
17 4.3068 919 923 929 rVB 329 271 0.05% 0.006%
18 4.395 945 950 958 rVB 425 526 0.09% 0.013%
19 4.665 1017 1034 1063 rBV 21501 92230 16.29% 2.192%
20 5.063 1142 1158 1184 rBV2 71175 189410 33.45% 4.502%
21 5.208 1196 1203 1206 rBV 303 317 ©0.06% 0.008%
22 5.523 1299 1301 1305 rVB2 298 225 0.04% 0.005%
23 5.610 1325 1328 1336 rVB 340 309 0.05% 0.007%
24 5.722 1342 1363 1387 rBv2 185291 475618 83.99% 11.304%
25 5.983 1435 1444 1460 rVVe6 2367 5797 1.02% 0.138%
26 6.044 1460 1463 1472 rVB4 555 599 0.11% 0.014%
27 6.250 1509 1527 1552 rBV 210597 428221 75.62% 10.177%
28 6.539 1606 1617 1627 rVB7 5277 lee61 1.78% 0.239%
29 6.591 1629 1633 1634 rBV 719 461 0.08% 0.011%
30 6.693 1651 1665 1693 rVB 100825 209660 37.02%  4.983%
31 6.803 1697 1699 1704 rvVvB2 365 220 0.04% 0.005%
32 6.976 1749 1753 1756 rBV 409 267 0.05% 0.006%
33 7.189 1815 1819 1824 rVB 463 419 0.07% 0.010%
34 7.250 1833 1838 1840 rBV 330 278 0.05% 0.007%
35 7.266 1840 1843 1847 rvv2 407 362 0.06% ©0.009%
36 7.288 1848 1850 1854 rvB2 400 258 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46315.D

Acqg On : 13 Dec 2021 15:07

Operator : SY/MD

Sample : M4975-09ME

Misc : 7.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 7.568 1925 1937 1960 rvVv 52149 104105 18.38% 2.474%
38 7.681 1969 1972 1977 rVB2 345 327 0.06% 0.008%
39 7.710 1977 1981 1984 rBV 448 381 0.07% 0.009%
40 7.787 1997 2005 2013 rBV3 996 1650 0.29% 0.039%
41  7.899 2026 2040 2058 rBV 205954 379277 66.98% 9.014%
42 8.185 2117 2129 2150 rBV 30307 68132 12.03% 1.619%
43 8.475 2210 2219 2228 rVW4 1432 2615 0.46% 0.062%
44  8.555 2233 2244 2251 rBV4 3468 5325 0.94% 0.127%
45  8.677 2262 2282 2313 rVWV 68607 214406 37.86% 5.096%
46  8.883 2343 2346 2351 rBV2 335 343 0.06% ©0.008%
47  8.944 2359 2365 2367 rBvV2 573 528 0.09% 0.013%
48 9.031 2386 2392 2399 rVB2 244 380 0.07% 0.009%
49 9.144 2423 2427 2433 rVB 314 329 0.06% 0.008%
50 9.172 2433 2436 2443 rVB2 474 581 0.10% 0.014%
51 9.230 2448 2454 2461 rBvV2 364 495 0.09% 0.012%
52 9.426 2500 2515 2537 rBV 267294 566282 100.00% 13.458%
53 9.574 2556 2561 2564 rBV2 585 521 0.09% 0.012%
54 9.616 2568 2574 2581 rvv2 333 496 0.09% 0.012%
55 9.703 2596 2601 2605 rBvV2 509 538 0.10% 0.013%
56 9.848 2636 2646 2649 rBV 442 660 0.12% 0.016%
57 9.915 2663 2667 2669 rBV 327 235 0.04% 0.006%
58 9.951 2675 2678 2683 rBv2 277 295 0.05% 0.007%
59 10.070 2712 2715 2720 rVB2 316 297 0.05% 0.007%
60 10.134 2732 2735 2738 rBV2 346 264 0.05% ©0.006%
61 10.182 2743 2750 2752 rBV 270 281 0.05% 0.007%
62 10.343 2796 2800 2802 rBV 305 238 0.04% 0.006%
63 10.449 2831 2833 2841 rVB 447 476 0.08% 0.011%
64 10.488 2841 2845 2850 rBV2 315 288 0.05% 0.007%
65 10.677 2896 2904 2909 rBV5 1338 1665 ©0.29% 0.040%
66 10.776 2919 2933 2948 rVB 144928 247413 43.69% 5.880%
67 10.896 2962 2972 2980 rBV3 2422 3621 ©0.64% 0.086%
68 10.979 2995 2998 3003 rVB2 266 274 0.05% 0.007%
69 11.021 3005 3011 3013 rBV2 272 302 0.05% 0.007%
70 11.111 3034 3039 3042 rBV2 343 307 0.05% 0.007%
71 11.224 3069 3074 3076 rBV 415 322 0.06% ©0.008%
72 11.346 3100 3112 3120 rVB2 496 1164 0.21% 0.028%
73 11.449 3140 3144 3148 rBV3 912 983 0.17% 0.023%
74 11.545 3169 3174 3179 rBV 410 520 0.09% 0.012%
75 11.623 3194 3198 3203 rBV2 267 336 0.06% 0.008%
76 11.671 3209 3213 3216 rBV 327 247 0.04% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46315.D

Acqg On : 13 Dec 2021 15:07

Operator : SY/MD

Sample : M4975-09ME

Misc : 7.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.819 3247 3259 3276 rVB 354339 559516 98.81% 13.297%
78 11.886 3276 3280 3283 rBV 344 319 0.06% 0.008%
79 11.934 3292 3295 3301 rBV2 322 285 0.05% 0.007%
80 12.198 3361 3377 3396 rBV 211163 337534 59.61% 8.022%
81 12.343 3417 3422 3425 rBV2 250 230 0.04% 0.005%
82 12.397 3435 3439 3443 rBV2 395 338 0.06% 0.008%
83 12.487 3461 3467 3472 rVB2 301 406 0.07% 0.010%
84 12.513 3472 3475 3477 rBV 348 230 0.04% 0.005%
85 12.677 3521 3526 3529 rBV2 363 380 0.07% 0.009%
86 12.696 3529 3532 3535 rWw 377 242 0.04% 0.006%
87 12.774 3547 3556 3565 rVWV 1505 2272 0.40% 0.054%
88 12.848 3572 3579 3580 rBV2 379 384 0.07% ©0.009%
89 13.259 3703 3707 3711 rBV2 421 417 0.07% 0.010%
90 13.484 3773 3777 3779 rBV2 328 249 0.04% 0.006%
91 13.590 3804 3810 3813 rBV 328 372  0.07% ©0.009%
92 13.706 3844 3846 3851 rBV2 243 224 0.04% 0.005%
93 13.828 3881 3884 3886 rBV2 442 335 0.06% ©0.008%
94 13.941 3915 3919 3920 rBV2 301 232 0.04% 0.006%
95 13.973 3925 3929 3933 rBV 582 544 0.10% 0.013%
96 14.635 4131 4135 4139 rBV 434 460 0.08% 0.011%
97 14.658 4139 4142 4146 rVV2 262 241 0.04% 0.006%
98 15.240 4320 4323 4325 rBV 344 240 0.04% 0.006%
99 15.552 4416 4420 4423 rBV2 531 522 0.09% 0.012%
100 16.182 4612 4616 4619 rBV3 572 606 0.11% 0.014%
Sum of corrected areas: 4207692
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46315.D

Acqg On : 13 Dec 2021 15:07

Operator : SY/MD

Sample : M4975-09ME

Misc : 7.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046315.D\data.ms
350000

300000

250000

6.250
200000 5.722

150000

100000 2.549 6.69:

1.600

5.063

50000
1.883 4.665

2.186 2.828RA4L0P2 3.33BH18.773.94.0852180895 /. 208 552810 | 56834 6639,

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

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 TIC: VU046315.D\data.ms
350000 11.819

300000
9.426

250000
7.899 121
200000
150000 10.770

100000
8.677

7.568

8.185
/\ 8.87%5 8.8 2 BHIOARS BARASD.6741018961911 22 BUBNI4R31118884
— T T T T T 7 A

: —= —_— ==
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00

T \ \
10.50 11.00 11.50 12.00

Abundance TIC: VU046315.D\data.ms
350000

50000

300000

250000

200000

150000

100000

50000

11 2 RAEAFRIZEOBRN 13.259 3. 18490 GaERE3 4 6358 15.240 15.55 16.182

T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM112921WMA.M Sun Dec 19 07:06:55 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46315.D

Acqg On : 13 Dec 2021 15:07

Operator : SY/MD

Sample : M4975-09ME

Misc : 7.02g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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\VU121321\
Data File : VU@46315.D

Acqg On : 13 Dec 2021 15:07

Operator : SY/MD

Sample : M4975-09ME

Misc : 7.02g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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