Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\

: VUe51165.D
: 06 Oct 2022 12:33

JC/MD

: VUloo6MBLO1

5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 3  Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

5

0 % of largest Peak

100
TOP

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51165.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 1.597 73 80 94 rBV 283863 312737 16.66%  2.278%
2 1.893 165 172 193 rVB 214396 291948 15.55% 2.126%
3 2.559 367 379 400 rBV 389738 630111 33.57% 4.589%
4 3,250 591 594 596 rBv2 430 286 0.02% 0.002%
5 3.324 615 617 619 rBv2 405 267 0.01% 0.002%
6 3.437 649 652 657 rBV 390 388 0.02% 0.003%
7 3.588 697 699 704 rVB2 392 234 0.01% ©0.002%
8 3.665 721 723 726 rBV 341 144 0.01% ©0.001%
9 3.684 726 729 732 rBV2 567 324 0.02% 0.002%
10 3.826 770 773 774 rBV 151 79 0.00% 0.001%
11 3.835 774 776 779 rW 306 184 0.01% 0.001%
12 3.900 794 796 799 rBV 285 175 0.01% 0.001%
13 4.028 832 836 837 rBV 368 219 0.01% 0.002%
14 4.092 853 856 859 rBV 321 183 0.01% 0.001%
15 4.112 859 862 864 rBv2 289 227 0.01% 0.002%
16 4.269 906 911 913 rBv2 345 313 0.02% 0.002%
17 4.340 928 933 941 rBV3 433 743 0.04% 0.005%
18 4.430 958 961 966 rVB 221 167 ©0.01% 0.001%
19 4.469 970 973 975 rBV 325 208 0.01% 0.002%
20 4.578 1003 1007 1008 rBV2 445 263 0.01% 0.002%
21 4.620 1008 1020 1058 rVV 168653 430191 22.92%  3.133%
22 5.060 1140 1157 1176 rBV 334280 735570 39.18% 5.357%
23 5.369 1249 1253 1255 rBV2 611 498 0.03% 0.004%
24  5.488 1287 1290 1292 rBV2 253 109 0.01% 0.001%
25 5.501 1292 1294 1295 rBV2 159 70 0.00% 0.001%
26 5.584 1317 1320 1321 rBV2 268 144 0.01% 0.001%
27 5.723 1340 1363 1386 rBV2 703696 1877227 100.00% 13.672%
28 6.121 1483 1487 1495 rVB5 766 1160 ©0.06% ©0.008%
29 6.170 1499 1502 1505 rBV 256 140 0.01% 0.001%
30 6.189 1505 1508 1511 rBV2 207 155 0.01% 0.001%
31 6.247 1512 1526 1549 rBV 564370 1075351 57.28% 7.832%
32 6.533 1605 1615 1628 rBV7 5594 11000 0.59% 0.080%
33  6.690 1645 1664 1682 rBV 441994 863343 45.99% 6.288%
34 6.948 1741 1744 1745 rBV 292 156 ©0.01% 0.001%
35 6.983 1751 1755 1756 rBV 189 107 ©0.01% 0.001%
36 7.041 1771 1773 1775 rBV 167 90 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51165.D

Acqg On : 06 Oct 2022 12:33

Operator : JC/MD

Sample : VU1006MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  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@92922WMA .M
Title : VOC Analysis
37 7.102 1788 1792 1795 rBV 223 211 0.01% 0.002%
38 7.137 1801 1803 1806 rBV 302 194 0.01% 0.001%
39 7.179 1811 1816 1817 rBV3 909 868 0.05% 0.006%
40 7.276 1843 1846 1849 rVB2 451 240 0.01% 0.002%
41  7.298 1849 1853 1855 rBv2 159 115 ©0.01% 0.001%
42 7.314 1855 1858 1859 rBV2 292 179 0.01% 0.001%
43  7.362 1871 1873 1874 rBV 200 64 0.00% 0.000%
44  7.391 1879 1882 1883 rBvV2 271 146 0.01% ©0.001%
45  7.565 1923 1936 1957 rBV 215595 380755 20.28% 2.773%
46 7.800 2000 2009 2016 rBV5 2328 3590 0.19% 0.026%
47  7.896 2024 2039 2053 rBV 792258 1365687 72.75%  9.946%
48  8.176 2115 2126 2146 rBV2 147942 252382 13.44% 1.838%
49 8.395 2191 2194 2199 rBV2 819 829 0.04% 0.006%
50 8.507 2225 2229 2232 rBV4 526 462 0.02% 0.003%
51 8.549 2238 2242 2243 rBV3 1474 1087 ©0.06% 0.008%
52 8.587 2249 2254 2256 rVB3 433 401 0.02% 0.003%
53 8.636 2256 2269 2303 rBV3 420474 938844 50.01% 6.838%
54 8.915 2352 2356 2358 rBV 1079 796 0.04% 0.006%
55 8.986 2375 2378 2383 rBvV2 263 271 0.01% 0.002%
56 9.012 2383 2386 2391 rVB 556 472 0.03% 0.003%
57 9.041 2391 2395 2400 rBvV3 514 652 0.03% 0.005%
58 9.092 2408 2411 2416 rBvV3 437 378 0.02% 0.003%
59 9.137 2423 2425 2426 rBV 183 53 0.00% 0.000%
60 9.160 2428 2432 2433 rVWV 368 278 0.01% 0.002%
61 9.185 2437 2440 2441 rBV 188 95 0.01% 0.001%
62 9.417 2499 2512 2537 rBV 807317 1346477 71.73% 9.807%
63 9.571 2554 2560 2573 rVB5 3592 5675 0.30% 0.041%
64 9.694 2591 2598 2608 rVB2 7171 11310 0.60% ©0.082%
65 9.771 2619 2622 2626 rVB3 349 291 0.02% 0.002%
66 9.793 2626 2629 2633 rBV2 457 460 0.02% 0.003%
67 9.845 2642 2645 2648 rVB2 360 185 0.01% 0.001%
68 9.922 2664 2669 2672 rBV2 279 205 0.01% 0.001%
69 9.944 2675 2676 2677 rBV 215 44 0.00% 0.000%
70 9.954 2677 2679 2681 rBvV 331 150 0.01% 0.001%
71 10.060 2708 2712 2715 rVB2 283 252  0.01% 0.002%
72 10.105 2715 2726 2728 rBV4 2966 3794 0.20% 0.028%
73 10.366 2805 2807 2814 rBV2 316 249 0.01% ©0.002%
74 10.439 2827 2830 2832 rBV2 446 287 0.02% 0.002%
75 10.636 2888 2891 2894 rBV3 535 374 0.02% 0.003%

76 10.755 2916 2928 2943 rBV 618972 996067 53.06%  7.254%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51165.D

Acqg On : 06 Oct 2022 12:33

Operator : JC/MD

Sample : VU1006MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  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@92922WMA .M
Title : VOC Analysis

77 10.989 2995 3001 3004 rBV3 439 473 0.03% 0.003%
78 11.092 3025 3033 3037 rBV3 1573 1984 0.11% 0.014%
79 11.227 3073 3075 3080 rBV 317 290 0.02% 0.002%
80 11.468 3144 3150 3162 rVB6 2080 3516 0.19% 0.026%
81 11.517 3162 3165 3167 rBV 272 211 0.01% 0.002%
82 11.591 3186 3188 3189 rBV 303 142 0.01% 0.001%
83 11.745 3226 3236 3244 rBV6 4112 6553 ©.35% 0.048%
84 11.809 3244 3256 3282 rBV 620260 1020480 54.36% 7.432%
85 12.192 3361 3375 3398 rBV 670933 1091959 58.17% 7.953%
86 13.224 3690 3696 3706 rVB6 4359 6108 ©.33% 0.044%
87 13.841 3882 3888 3898 rBV5 7582 12362 0.66% 0.090%
88 14.089 3957 3965 3985 rBV2 20646 36916 1.97% ©.269%

Sum of corrected areas: 13730374
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51165.D

Acqg On : 06 Oct 2022 12:33

Operator : JC/MD

Sample : VU1e06MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU051165.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100622\
Data File : VU@51165.D

Acqg On : 06 Oct 2022 12:33

Operator : JC/MD

Sample : VU1e06MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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\VU100622\
Data File : VU@51165.D

Acqg On : 06 Oct 2022 12:33

Operator : JC/MD

Sample : VUleeeMBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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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