LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72022\
Data File : VU@49797.D

Acqg On : 20 Jul 2022 10:28

Operator : SY/MD

Sample : VUe720MBLO1

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\SFAMULMO71122WMA.M
Title : VOC Analysis

Signal : TIC: VU@49797.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 41 45 50 rVB3 1741 1660 0.21% 0.029%
2 1.520 50 56 63 rBv2 2196 2906 0.37% 0.050%
3 1.597 72 80 96 rBV 99862 117327 14.74% 2.021%
4 1.993 166 175 193 rVB 78220 103595 13.02% 1.784%
5 2.318 302 304 308 rvB3 736 405 0.05% 0.007%
6 2.562 368 380 397 rVB 148241 237433 29.84%  4.089%
7 2.629 397 401 402 rBV 367 227 0.03% 0.004%
8 2.694 418 421 425 rBV 222 166 ©0.02% 0.003%
9 2.752 435 439 440 rBv2 293 170 0.02% 0.003%
10 2.787 446 450 463 rVB3 641 1121 0.14% 0.019%
11 3.047 521 531 543 rVB4 1685 2746 0.35% 0.047%
12 3.096 543 546 550 rBvV 197 161 0.02% 0.003%
13  3.211 580 582 585 rBV 206 150 0.02% ©0.003%
14 3.273 597 601 604 rBv2 170 193 0.02% 0.003%
15 3.536 679 683 687 rVW 243 199 0.03% 0.003%
16 3.572 691 694 699 rvw2 197 198 0.02% 0.003%
17 3.613 702 707 710 rBV2 182 215 0.03% 0.004%
18 3.674 720 726 731 rVB 220 263 0.03% 0.005%
19 3.777 752 758 765 rVB2 285 533 0.07% 0.009%
20 3.826 769 773 776 rBV 159 168 0.02% ©0.003%
21 4.080 848 852 854 rBV 260 212 0.03% 0.004%
22 4.337 928 932 935 rBV 186 193 0.02% 0.003%
23 4.408 950 954 960 rBV2 172 228 0.03% 0.004%
24  4.623 1006 1021 1056 rBV 92542 235920 29.65% 4.063%
25 4.986 1131 1134 1137 rVB2 220 149 0.02% ©0.003%
26 5.063 1140 1158 1185 rBV 150255 328508 41.28% 5.657%
27 5.276 1220 1224 1225 rBV 520 375 0.05% 0.006%
28 5.292 1226 1229 1234 rVWV3 881 806 0.10% 0.014%
29 5.372 1247 1254 1257 rBvV3 494 524 0.07% 0.009%
30 5.517 1297 1299 1304 rBV2 215 150 0.02% 0.003%
31 5.616 1320 1330 1335 rvB2 186 320 0.04% 0.006%
32 5.655 1335 1342 1343 rBV 230 269 0.03% 0.005%
33 5.723 1343 1363 1391 rBV2 290578 795721 100.00% 13.703%
34 5.935 1425 1429 1430 rBvV2 315 190 0.02% 0.003%
35 6.002 1447 1450 1455 rvB2 310 307 0.04% 0.005%
36 6.150 1493 1496 1503 rVB2 197 254 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72022\
Data File : VU@49797.D

Acqg On : 20 Jul 2022 10:28

Operator : SY/MD

Sample : VUe720MBLO1

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\SFAMULMO71122WMA.M
Title : VOC Analysis
37 6.247 1510 1526 1550 rBV 224387 431980 54.29% 7.439%
38 6.385 1567 1569 1574 rBV3 259 202 0.03% 0.003%
39 6.427 1579 1582 1588 rVB2 292 228 0.03% 0.004%
40 6.456 1588 1591 1598 rBV2 165 212 0.03% 0.004%
41 6.526 1606 1613 1616 rBvV3 1780 2313 0.29% 0.040%
42 6.610 1634 1639 1645 rBV2 478 615 0.08% 0.011%
43 6.690 1649 1664 1684 rVWV 197034 377649 47.46% 6.504%
44 6.800 1695 1698 1704 rBV3 665 659 ©0.08% 0.011%
45 6.864 1714 1718 1722 rBV2 175 184 0.02% 0.003%
46 7.034 1767 1771 1773 rBV 208 157 0.02% 0.003%
47 7.182 1811 1817 1828 rVB4 1412 2235 0.28% ©0.038%
48  7.292 1842 1851 1854 rBvV2 265 449 0.06% ©0.008%
49 7.311 1854 1857 1861 rVB2 225 157 0.02% 0.003%
50 7.372 1874 1876 1882 rVB2 325 275 0.03% 0.005%
51 7.423 1887 1892 1895 rBV 204 205 0.03% 0.004%
52 7.565 1923 1936 1955 rBV 96988 170789 21.46% 2.941%
53 7.671 1965 1969 1971 rBvV2 302 235 0.03% 0.004%
54 7.687 1971 1974 1982 rVB2 983 1022 0.13% 0.018%
55 7.793 1999 2007 2008 rBvV3 836 795 0.10% 0.014%
56 7.896 2026 2039 2058 rBV 322191 556622 69.95% 9.586%
57 8.073 2091 2094 2097 rBV 210 178 0.02% 0.003%
58 8.179 2116 2127 2146 rBV 65791 112283 14.11% 1.934%
59 8.510 2224 2230 2236 rBV2 201 312 0.04% 0.005%
60 8.562 2242 2246 2251 rBV 285 199 0.03% 0.003%
61 8.636 2257 2269 2298 rBV2 236863 486484 61.14% 8.378%
62 8.890 2346 2348 2353 rBV2 218 185 0.02% 0.003%
63 8.915 2353 2356 2360 rVB 294 182 0.02% ©0.003%
64 9.031 2388 2392 2396 rBV2 265 317 0.04% 0.005%
65 9.163 2429 2433 2443 rVB3 524 742 0.09% 0.013%
66 9.324 2480 2483 2492 rVB2 218 286 0.04% 0.005%
67 9.417 2498 2512 2537 rBV 309360 515546 64.79%  8.878%
68 9.562 2551 2557 2558 rBV2 660 561 0.07% 0.010%
69 9.697 2594 2599 2605 rVB3 683 868 0.11% 0.015%
70 10.092 2720 2722 2723 rW 339 176 0.02% 0.003%
71 10.121 2727 2731 2736 rVB3 599 536 0.07% 0.009%
72 10.147 2736 2739 2742 rBV2 230 188 0.02% 0.003%
73 10.211 2756 2759 2761 rBV 243 155 0.02% 0.003%
74 10.279 2777 2780 2784 rVV2 322 228 0.03% 0.004%
75 10.446 2829 2832 2835 rVB2 320 217 0.03% 0.004%
76 10.484 2839 2844 2848 rBV3 447 549 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@72022\
Data File : VU@49797.D

Acqg On : 20 Jul 2022 10:28

Operator : SY/MD
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Misc : 5.00g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO71122WMA.M
Title : VOC Analysis
77 10.681 2901 2905 2913 rVB 293 376 0.05% 0.006%
78 10.755 2915 2928 2953 rVV 254140 409969 51.52% 7.060%
79 10.841 2953 2955 2960 rVB 250 177 0.02% 0.003%
80 10.967 2991 2994 2999 rBV2 221 159 0.02% 0.003%
81 11.082 3027 3030 3039 rVB 472 515 0.06% 0.009%
82 11.381 3120 3123 3126 rBV2 233 187 0.02% 0.003%
83 11.562 3175 3179 3182 rBV 203 174 0.02% 0.003%
84 11.748 3232 3237 3241 rBV2 698 789 0.10% 0.014%
85 11.812 3245 3257 3276 rBV 260163 418140 52.55% 7.201%
86 12.018 3318 3321 3325 rBV 314 250 0.03% 0.004%
87 12.192 3363 3375 3397 rBV 278116 446460 56.11% 7.689%
88 12.404 3438 3441 3444 rBV2 378 283 0.04% 0.005%
89 13.224 3689 3696 3703 rBVS5 1434 1766 0.22% 0.030%
990 13.475 3772 3774 3777 rBV 232 148 0.02% 0.003%
91 13.761 3861 3863 3866 rVB2 348 196 ©0.02% 0.003%
92 13.848 3882 3890 3898 rBV3 3030 4628 0.58% 0.080%
93 14.089 3957 3965 3973 rBV2 8914 13401 1.68% 0.231%
94 14.217 4002 4005 4007 rBV2 406 261 ©0.03% 0.004%
95 14.269 4019 4021 4024 rVB2 384 216 ©0.03% 0.004%
96 14.333 4033 4041 4050 rBV6 3955 6089 0.77% 0.105%
97 14.751 4168 4171 4174 rBV2 232 178 0.02% 0.003%
98 14.854 4200 4203 4209 rBV2 363 326 0.04% 0.006%
99 15.918 4531 4534 4539 rBV3 544 577 0.07% 0.010%
100 16.352 4667 4669 4672 rBV 613 390 0.05% 0.007%
Sum of corrected areas: 5806792
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe72022\
: VUe49797.D

: 20 Jul 2022 10:28

: SY/MD

: VU@720MBLO1

: 5.00g/5.0mL/100ul/5.0mL/MSVOA_U/MEOH

: 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
Quant Title : VOC Analysis

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

Time-->

250000

200000

150000

100000

50000

Abundance TIC: VU049797.D\data.ms
300000 5.723

6.247

0 _ P\PIIEI7 3303@PY3 3BFEETIBZ6 4.080 4.3308 | \_ , %
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

Time-->

300000
250000 8.636
200000
150000
100000 7.565

50000

Abundance TIC: VU049797.D\data.ms

7.896 9.417
12.1

8.179

BQEBZI OSIIWMZ @WQ L 07& 8&512 8385[5)191169 3 4 9. 5@2697 ]ID!IMZZIIBOMM) GMLa@lSB!BDSZ 11 38.1]. 5612 7 12 018
— ‘ I ‘ T
7. 00 7. 50 8. 00 8. 50 9. OO 9.50 10. 00 10 50 11.00 11 50 12 OO

O

Time-->

300000

250000

200000

150000

100000

50000

Abundance TIC: VU049797.D\data.ms

oL 12.404 13224134751sh%ﬁ4§AﬁE§hi§§3 1476854 15918  16.352
T T ‘ T T T T T T ‘ T T ‘ T T T ‘ T T T T ‘ T

T ‘ T T ‘ T
12.50 13. OO 13 50 14 00 14. 50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULMO71122WMA.M Thu Jul 21 15:52:53 2022 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072022\
Data File : VU@49797.D

Acqg On : 20 Jul 2022 10:28

Operator : SY/MD

Sample : VUe720MBLO1

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\SFAMULMO71122WMA.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\VU072022\
Data File : VU@49797.D

Acqg On : 20 Jul 2022 10:28

Operator : SY/MD

Sample : VU@720MBLO1

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\SFAMULMO71122WMA.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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