LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46339.D

Acqg On : 14 Dec 2021 00:12

Operator : SY/MD

Sample : M5062-05 20X

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 39 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@46339.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 75 81 97 rVB 74331 83225 15.75% 1.879%
2 1.919 172 180 190 rVB 53176 66398 12.56% 1.499%
3 2.199 264 267 2790 rBV 583 395 0.07% 0.009%
4 2.318 301 304 305 rBV 247 121 0.02% ©0.003%
5 2.369 317 320 322 rBV 223 160 ©0.03% 0.004%
6 2.572 371 383 417 rBV 113138 186444 35.28% 4.209%
7 2.745 434 437 440 rBV 315 176 0.03% 0.004%
8 2.781 446 448 450 rBV 269 154 0.03% 0.003%
9 2.819 456 460 464 rBvV 498 553 0.10% 0.012%
106 3.047 524 531 542 rVB3 2033 3335 0.63% 0.075%
11 3.096 542 546 548 rBvV2 308 221 0.04% ©0.005%
12 3.109 548 550 557 rVB 221 225 0.04% 0.005%
13 3.144 557 561 563 rBv2 217 176 0.03% 0.004%
14 3.189 563 575 590 rW 3976 9104 1.72% 0.206%
15 3.269 597 600 602 rBv2 370 274 0.05% 0.006%
16 3.465 658 661 666 rVB 355 296 0.06% ©0.007%
17 3.507 671 674 675 rBV 177 109 0.02% 0.002%
18 3.604 701 704 706 rVB2 435 219 0.04% 0.005%
19 3.623 706 710 712 rBV2 243 212 0.04% 0.005%
20 3.845 776 779 781 rBV 376 235 0.04% 0.005%
21 3.941 806 809 811 rBV 270 148 0.03% 0.003%
22 4.076 845 851 854 rBV 470 514 0.10% 0.012%
23 4.160 871 877 880 rBV 380 440 0.08% 0.010%
24  4.340 928 933 937 rBV 408 459 0.09% 0.010%
25 4.440 959 964 965 rBV2 352 283 0.05% 0.006%
26 4.581 1005 1008 1013 rVB2 289 272 0.05% 0.006%
27 4.642 1013 1027 1065 rBV 44439 141556 26.79%  3.196%
28 4.890 1102 1104 1105 rBV 293 138 ©0.03% 0.003%
29 4.922 1111 1114 1116 rBV 445 247 0.05% 0.006%
30 5.067 1144 1159 1180 rBV 92540 215307 40.74% 4.860%
31 5.321 1223 1238 1255 rBV2 26842 58666 11.10% 1.324%
32 5.510 1293 1297 1300 rBV 418 309 0.06% 0.007%
33 5.629 1328 1334 1336 rBvV2 392 390 0.07% ©0.009%
34 5.729 1344 1365 1386 rBV2 194771 528476 100.00% 11.930%
35 5.877 1408 1411 1412 rBV2 399 212 0.04% 0.005%
36 5.912 1419 1422 1426 rBV 216 186 0.04% 0.004%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\

Data File : VU@46339.D

Acqg On : 14 Dec 2021 00:12

Operator : SY/MD

Sample : M5062-05 20X

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 39 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

LSC Area Percent Report

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 5.960 1434 1437 1440 rBV2 344 227 0.04% 0.005%
38 6.141 1488 1493 1497 rBvV2 377 457 0.09% 0.010%
39 6.253 1514 1528 1544 rBV 178916 334027 63.21% 7.540%
40  6.433 1581 1584 1585 rBV2 208 93 0.02% 0.002%
41 6.539 1607 1617 1630 rVB1e 4834 9628 1.82% 0.217%
42 6.597 1630 1635 1637 rBV 335 335 0.06% 0.008%
43 6.694 1651 1665 1687 rVB 123292 239264 45.27% 5.401%
44 6.806 1697 1700 1702 rBV 429 328 0.06% 0.007%
45 6.861 1714 1717 1719 rBV 207 136 ©0.03% 0.003%
46 6.909 1729 1732 1735 rBV2 254 150 0.03% 0.003%
47  6.925 1735 1737 1740 rBV 255 179 0.03% 0.004%
48 6.977 1749 1753 1756 rBV2 363 266 0.05% 0.006%
49 7.047 1771 1775 1778 rBV 325 292 0.06% 0.007%
50 7.144 1801 1805 1807 rBV 181 143 0.03% 0.003%
51 7.211 1823 1826 1828 rBV2 295 200 0.04% 0.005%
52 7.272 1842 1845 1849 rVB2 237 167 0.03% 0.004%
53 7.298 1849 1853 1859 rBV 481 636 0.12% 0.014%
54 7.327 1859 1862 1867 rBV 317 268 0.05% 0.006%
55 7.382 1876 1879 1884 rBV 391 308 0.06% 0.007%
56 7.423 1889 1892 1896 rBV 226 211 0.04% 0.005%
57 7.568 1925 1937 1955 rBV 64170 111964 21.19% 2.527%
58 7.742 1985 1991 1997 rBV 600 888 0.17% 0.020%
59 7.899 2028 2040 2058 rBV 231495 398194 75.35% 8.989%
60 8.063 2086 2091 2094 rBV2 295 257 0.05% 0.006%
61 8.137 2111 2114 2116 rBV 185 105 ©0.02% 0.002%
62 8.182 2116 2128 2144 rVV 46618 76995 14.57% 1.738%
63 8.276 2152 2157 2160 rBV2 306 384 0.07% ©0.009%
64 8.304 2164 2166 2169 rBV 217 148 0.03% 0.003%
65 8.456 2206 2213 2220 rVB3 664 1062 0.20% 0.024%
66 8.481 2220 2221 2224 rBV2 240 127 0.02% 0.003%
67 8.504 2224 2228 2231 rBV 393 370 0.07% ©0.008%
68  8.555 2233 2244 2258 rVWVW 38390 62753 11.87% 1.417%
69 8.636 2258 2269 2297 rBV 154471 280506 53.08% 6.332%
70  8.838 2329 2332 2334 rBV 382 262 0.05% ©0.006%
71  9.115 2414 2418 2422 rBV 609 594 0.11% 0.013%
72 9.176 2434 2437 2441 rBV 534 473 0.09% 0.011%
73  9.259 2460 2463 2465 rBV 333 223 0.04% 0.005%
74  9.417 2500 2512 2543 rVB 274682 447213 84.62% 10.095%
75 9.600 2562 2569 2573 rBV 374 469 0.09% 0.011%
76  9.636 2577 2580 2581 rBV 234 147 0.03% ©0.003%

SFAMULM112921WMA.M Sun

Dec 19 07:08:48 2021



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46339.D

Acqg On : 14 Dec 2021 00:12

Operator : SY/MD

Sample : M5062-05 20X

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 39 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  9.690 2593 2597 2602 rVB 562 572 0.11% 0.013%
78 9.716 2602 2605 2607 rBV 176 118 ©0.02% 0.003%
79 9.845 2636 2645 2649 rBV2 437 708 0.13% 0.016%
80 9.935 2671 2673 2676 rBV 426 273 0.05% 0.006%
81 10.079 2714 2718 2720 rBV2 164 118 ©0.02% 0.003%
82 10.427 2822 2826 2831 rBV 343 407 0.08% 0.009%
83 10.475 2839 2841 2844 rBV 355 227 0.04% 0.005%
84 10.533 2855 2859 2861 rBV 301 228 0.04% 0.005%
85 10.758 2917 2929 2943 rBV 194401 308161 58.31% 6.956%
86 10.857 2957 2960 2965 rBV 353 302 0.06% 0.007%
87 10.967 2992 2994 2999 rBV 212 200 0.04% 0.005%
88 11.144 3046 3049 3051 rBV2 318 227 0.04% 0.005%
89 11.282 3089 3092 3095 rBV2 243 181 0.03% 0.004%
90 11.455 3140 3146 3147 rBvV2 587 570 0.11% 0.013%
91 11.655 3205 3208 3210 rBV 202 136 ©0.03% 0.003%
92 11.684 3214 3217 3219 rBV 391 238 0.05% 0.005%
93 11.812 3245 3257 3274 rBV 291564 448463 84.86% 10.124%
94 12.134 3354 3357 3359 rBV 472 295 0.06% 0.007%

95 12.195 3363 3376 3390 rBV = 249023 397275 75.17%  8.968%

96 12.558 3486 3489 3492 rBV 223 126 0.02% 0.003%

97 12.581 3493 3496 3497 rBV 254 157 0.03% 0.004%

98 13.025 3631 3634 3637 rBV 536 375 0.97% 0.008%

99 13.108 3657 3660 3663 rBV2 302 231 0.04% 0.005%

100 13.613 3815 3817 3820 rVB 348 165 0.03% 0.004%
Sum of corrected areas: 4429837
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46339.D

Acqg On : 14 Dec 2021 00:12

Operator : SY/MD

Sample : M5062-05 20X

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 39 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: VU046339.D\data.ms
250000

200000 5.729 6,953

150000
2572 6.69«

100000 5.067
1.601
1.919

50000 4.642
5.321

2.19%389 | | 2272m19 3 3H0AES6 BUEBEDB 3. RI941ATE6A. 318405 /\ 5.550629 | 558T98G.141 | 6.438

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: VU046339.D\data.ms
9.417 11.812

250000 2.4

7.899
200000 10.758

150000

100000

50000

0 B EEY L . .CEBBERERY \ 8.838 9.91HWA59) | 99GBEEEE®985.079 1001@K33 [10.88:p47.1414282 .4 581165 13
L e e e e e e e e e e T B e e e e e e e e e B B e e e e B
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU046339.D\data.ms

250000

200000

150000

100000

50000

12EEE 13132508 13.613
T T ‘ T T T ‘ T T T ‘ T T T
Time--> 12.50 13.00

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM112921WMA.M Sun Dec 19 07:08:49 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46339.D

Acqg On : 14 Dec 2021 00:12

Operator : SY/MD

Sample : M5062-05 20X

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 39 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

>k 3k 3k >k 3k 3k >k >k 3k >k >k 3k 3k >k 3k 5k >k 3k 3k >k >k 3k >k >k 3k >k >k %k 5k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k *k %k >k k

SFAMULM112921WMA.M Sun Dec 19 07:08:49 2021 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46339.D

Acqg On : 14 Dec 2021 00:12

Operator : SY/MD

Sample : M5062-05 20X

Misc : 6.74g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 39 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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