LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48304.D

Acqg On : 27 Apr 2022 11:05

Operator : SY/MD

Sample : VUe427MBLO1

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\SFAMULM@42522WMA .M
Title : VOC Analysis

Signal : TIC: VU@48304.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 40 45 51 rBvV2 3776 4231 0.24% 0.033%
2 1.600 73 81 104 rVB 201282 262760 15.09% 2.067%
3 1.9066 169 176 203 rVB 167767 261352 15.01% 2.056%
4 2.565 368 381 399 rBV 360640 597504 34.32% 4.701%
5 2.899 482 485 488 rBV 288 235 0.01% 0.002%
6 2.941 495 498 500 rBV2 267 162 0.01% 0.001%
7 3.047 522 531 542 rBV2 4917 9237 0.53% 0.073%
8 3.189 564 575 576 rBv2 1472 1973 0.11% 0.016%
9 3.353 623 626 632 rvv3 343 324 0.02% 0.003%
106 3.472 658 663 666 rBv2 274 247 0.01% ©0.002%
11 3.507 671 674 677 rBv2 229 175 0.01% 0.001%
12 3.607 701 705 708 rVB2 207 187 0.01% 0.001%
13 3.652 715 719 722 rBV2 188 163 0.01% 0.001%
14 3.735 741 745 748 rVB 200 187 ©0.01% 0.001%
15 3.758 748 752 756 rBV2 210 223  0.01% 0.002%
16 4.009 825 830 832 rBV2 206 237 0.01% 0.002%
17 4.034 836 838 843 rVB 236 183 0.01% 0.001%
18 4.063 843 847 850 rBv2 294 255 0.01% 0.002%
19 4.108 859 861 865 rvB2 255 149 0.01% 0.001%
20 4.304 919 922 925 rBv2 174 156 0.01% 0.001%
21  4.366 937 941 943 rBV 194 157 0.01% 0.001%
22 4.414 950 956 959 rVB2 200 218 0.01% 0.002%
23 4.520 985 989 993 rBv2 247 252 0.01% 0.002%
24  4.539 993 995 1001 rVB2 198 203 0.01% 0.002%
25 4.565 1001 1003 1009 rVB2 180 167 ©0.01% 0.001%
26  4.629 1009 1023 1064 rBV 160852 440843 25.32%  3.468%
27 5.067 1142 1159 1185 rBV 310431 682734 39.22% 5.371%
28 5.221 1204 1207 1210 rVB2 407 273  0.02% 0.002%
29 5.247 1210 1215 1219 rBV 210 207 0.01% 0.002%
30 5.266 1219 1221 1223 rBV 264 150 0.01% 0.001%
31 5.292 1223 1229 1234 rVB4 509 571 0.03% 0.004%
32 5.375 1250 1255 1256 rBv2 356 283 0.02% 0.002%
33 5.433 1270 1273 1277 rBV 175 148 0.01% 0.001%
34 5.456 1277 1280 1284 rVB2 218 157 0.01% 0.001%
35 5.597 1320 1324 1328 rBvV2 202 169 ©0.01% 0.001%

36 5.726 1341 1364 1393 rBV2 656034 1740953 100.00% 13.697%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48304.D

Acqg On : 27 Apr 2022 11:05

Operator : SY/MD

Sample : VUe427MBLO1

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\SFAMULM@42522WMA .M
Title : VOC Analysis
37 6.076 1470 1473 1475 rBvV2 239 155 0.01% 0.001%
38 6.250 1512 1527 1552 rBV 416142 794747 45.65% 6.253%
39 6.417 1577 1579 1582 rBV 298 163 0.01% 0.001%
40 6.452 1588 1590 1596 rVB 357 209 0.01% 0.002%
41 6.533 1607 1615 1628 rVB8 1847 3877 0.22% 0.031%
42 6.587 1628 1632 1635 rBV3 350 341 0.02% 0.003%
43  6.639 1644 1648 1651 rBV3 384 328 0.02% 0.003%
44 6.693 1651 1665 1689 rVV 396717 780597 44.84% 6.141%
45  6.848 1711 1713 1717 rBV2 452 282 0.02% 0.002%
46 7.021 1765 1767 1771 rVB 239 159 0.01% 0.001%
47 7.050 1771 1776 1778 rBV2 379 333  0.02% 0.003%
48 7.115 1794 1796 1799 rBV 354 230 0.01% 0.002%
49 7.192 1811 1820 1833 rBV2 2798 5988 0.34% 0.047%
50 7.372 1873 1876 1879 rVB 286 177 0.01% 0.001%
51 7.420 1888 1891 1893 rBV 285 222  0.01% 0.002%
52 7.513 1914 1920 1923 rBV 245 293 0.02% 0.002%
53 7.568 1923 1937 1967 rBV 207753 371940 21.36% 2.926%
54 7.803 2003 2010 2017 rvVvB3 1924 2782 0.16% 0.022%
55 7.899 2026 2040 2057 rBV 804260 1382799 79.43% 10.879%
56 8.182 2112 2128 2146 rBV 149113 252877 14.53% 1.990%
57 8.404 2193 2197 2201 rVB4 511 455 0.03% 0.004%
58 8.504 2226 2228 2231 rvVvB2 371 203 0.01% 0.002%
59 8.555 2242 2244 2246 rVB 341 169 0.01% 0.001%
60  8.639 2257 2270 2300 rBV2 518831 971773 55.82% 7.646%
61 8.890 2346 2348 2349 rBV 315 161 ©0.01% 0.001%
62 8.976 2369 2375 2376 rBV2 462 378 0.02% 0.003%
63 9.098 2409 2413 2414 rBV 261 159 0.01% 0.001%
64 9.169 2426 2435 2436 rBV3 551 675 0.04% 0.005%
65  9.237 2449 2456 2464 rBV3 399 499 0.03% 0.004%
66 9.320 2479 2482 2485 rBv2 215 150 0.01% 0.001%
67 9.420 2500 2513 2539 rBV 603083 1017132 58.42% 8.002%
68 9.571 2558 2560 2565 rVB2 883 671 0.04% 0.005%
69 9.600 2566 2569 2571 rBV2 443 285 0.02% 0.002%
70 9.693 2594 2598 2606 rVB 1107 1652 0.09% 0.013%
71 10.105 2724 2726 2729 rBV3 437 295 0.02% 0.002%
72 10.484 2838 2844 2852 rVB2 1052 1378 0.08% 0.011%
73 10.639 2891 2892 2894 rBV 322 168 0.01% 0.001%
74 10.671 2896 2902 2911 rVB4 2658 3691 0.21% 0.029%
75 10.709 2911 2914 2917 rBV 219 223  0.01% 0.002%

76 10.758 2917 2929 2948 rBV 600095 971542 55.81% 7.644%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48304.D

Acqg On : 27 Apr 2022 11:05

Operator : SY/MD

Sample : VUe427MBLO1

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\SFAMULM@42522WMA .M
Title : VOC Analysis
77 10.870 2958 2964 2968 rBV4 472 635 0.04% 0.005%
78 10.889 2968 2970 2971 rBV 386 191 0.01% 0.002%
79 10.928 2980 2982 2985 rBV 247 152 0.01% 0.001%
80 10.979 2995 2998 2999 rBV 302 188 0.01% 0.001%
81 11.095 3027 3034 3037 rBV3 888 866 0.05% 0.007%
82 11.401 3126 3129 3131 rBV2 330 198 0.01% 0.002%
83 11.462 3140 3148 3150 rBV4 2346 2829 0.16% 0.022%
84 11.700 3216 3222 3228 rBV4 1034 1159 0.97% 0.009%
85 11.748 3231 3237 3245 rBV3 1668 2301 0.13% 0.018%
86 11.815 3245 3258 3281 rBV 570775 902947 51.87% 7.104%
87 11.944 3292 3298 3302 rBV5 1053 1323 0.08% 0.010%
88 11.970 3303 3306 3314 rVB7 1612 2293 0.13% 0.018%
89 12.195 3362 3376 3397 rBV 730844 1162827 66.79% 9.149%
90 12.352 3423 3425 3429 rBV2 447 341 0.02% 0.003%
91 12.404 3439 3441 3445 rVB2 498 275 0.02% 0.002%
92 12.600 3499 3502 3504 rBV 472 257 0.01% 0.002%
93 12.642 3510 3515 3520 rVB2 522 492 0.03% 0.004%
94 12.738 3542 3545 3547 rBV 364 270 0.02% 0.002%
95 13.008 3625 3629 3631 rVB2 398 258 0.01% 0.002%
96 13.227 3691 3697 3705 rVB3 2557 3449 0.20% 0.027%
97 13.848 3881 3890 3902 rVB3 6302 10016 ©.58% 0.079%
98 14.092 3956 3966 3983 rBV 16205 26954 1.55% 0.212%
99 14.333 4033 4041 4053 rVB2 7609 12254 0.70% 0.096%
100 15.606 4435 4437 4439 rBV2 752 306 0.02% 0.002%
Sum of corrected areas: 12710364
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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\VUe42722\

: VUe48304.D

: 27 Apr 2022 11:05

: SY/MD

: VU@427MBLO1

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

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42522WMA.M
Quant Title : VOC Analysis

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@42722\
Data File : VU@48304.D

Acqg On : 27 Apr 2022 11:05

Operator : SY/MD

Sample ¢ VUe427MBLO1

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@42522WMA.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@42722\
Data File : VU@48304.D

Acqg On : 27 Apr 2022 11:05

Operator : SY/MD

Sample : VUe427MBLO1

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@42522WMA.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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