LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55820.D

Acqg On : 20 Oct 2023 09:58

Operator : MD/SY

Sample : VU1020MBLO1

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

ALS Vvial : 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\SFAMULM101023WMA.M
Title : VOC Analysis

Signal : TIC: VU@55820.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  1.599 88 96 115 rBV 254584 304686 13.58%  1.809%
2 1.888 180 186 208 rVB 204282 294692 13.13% 1.750%
3 2.557 382 394 411 rBV 449018 739902 32.97% 4.393%
4 2.933 508 511 516 rBvV3 541 574 0.03% 0.003%
5 3.039 535 544 555 rBv4 3866 6835 0.30% 0.041%
6 3.097 560 562 564 rBV 338 98 0.00% 0.001%
7 3.129 569 572 574 rBV2 292 173 0.01% 0.001%
8 3.242 605 607 610 rBv2 386 166 ©0.01% 0.001%
9 3.290 621 622 626 rBv 384 158 0.01% 0.001%
10 3.406 656 658 663 rBvV2 177 179 0.01% 0.001%
11 3.502 685 688 690 rvB2 280 129 0.01% 0.001%
12 3.518 690 693 695 rBv 331 203 0.01% 0.001%
13  3.618 723 724 725 rBV 356 83 0.00% ©0.000%
14 3.631 725 728 729 rBV 353 199 0.01% 0.001%
15 3.698 747 749 752 rBV2 327 190 0.01% 0.001%
16 3.743 757 763 764 rBV 203 207 0.01% 0.001%
17 3.811 782 784 787 rBV 182 101 ©0.00% ©0.001%
18 3.904 811 813 816 rVB 324 149 0.01% 0.001%
19 3.972 833 834 839 rvB2 196 145 0.01% 0.001%
20 4.023 847 850 851 rBvV2 259 105 ©0.00% ©0.001%
21 4.033 851 853 858 rvB3 254 184 0.01% 0.001%
22 4.168 893 895 900 rvB2 313 221 0.01% 0.001%
23 4.190 900 902 904 rBvV2 284 161 0.01% 0.001%
24 4,219 908 911 916 rBvV2 198 207 0.01% 0.001%
25 4.287 930 932 933 rBV 185 84 0.00% 0.000%
26 4.332 945 946 947 rVB 348 67 0.00% 0.000%
27 4.390 959 964 969 rBv2 447 341 0.02% 0.002%
28 4.415 969 972 976 rBvV2 332 238 0.01% 0.001%
29 4.557 1013 1016 1019 rVB2 251 160 0.01% 0.001%
30 4.576 1019 1022 1023 rBV 307 163 0.01% 0.001%
31 4.615 1023 1034 1072 rBV 172115 470042 20.95% 2.791%
32 4.978 1146 1147 1149 rBV 510 123 0.01% 0.001%
33 5.055 1156 1171 1195 rBV 402165 890326 39.68% 5.286%
34 5.383 1271 1273 1278 rBV2 250 221 0.01% 0.001%
35 5.409 1278 1281 1284 rVB3 358 207 0.01% 0.001%
36 5.454 1292 1295 1299 rBV2 511 337 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55820.D

Acqg On : 20 Oct 2023 09:58

Operator : MD/SY

Sample : VU1020MBLO1

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

ALS Vvial : 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\SFAMULM101023WMA.M
Title : VOC Analysis
37 5.505 1309 1311 1312 rBV 63 25 0.00% 0.000%
38 5.525 1312 1317 1319 rBvV2 716 496 0.02% 0.003%
39 5.576 1330 1333 1334 rBV 168 94 0.00% 0.001%
40 5.621 1344 1347 1349 rBV2 240 134 0.01% 0.001%
41  5.718 1356 1377 1404 rBV2 815522 2243920 100.00% 13.322%
42 6.030 1471 1474 1476 rBV 582 372 0.02% 0.002%
43 6.110 1495 1499 1501 rBV3 778 558 0.02% 0.003%
44  6.142 1508 1509 1512 rVB2 289 125 0.01% 0.001%
45 6.174 1516 1519 1522 rBV 503 238 0.01% 0.001%
46 6.187 1522 1523 1524 rBV 329 110 0.00% 0.001%
47  6.245 1528 1541 1581 rVW 605689 1195438 53.27% 7.097%
48 6.528 1617 1629 1645 rBvV2 26557 53265 2.37% 0.316%
49 6.685 1664 1678 1705 rBV 504429 1003692 44.73% 5.959%
50 6.898 1741 1744 1747 rBV2 404 194 0.01% 0.001%
51 6.914 1747 1749 1751 rBV2 378 223  0.01% 0.001%
52 6.991 1769 1773 1774 rBV2 328 191 0.01% 0.001%
53 7.065 1794 1796 1800 rBV2 298 206 0.01% 0.001%
54 7.103 1804 1808 1810 rBvV2 307 228 0.01% 0.001%
55 7.187 1823 1834 1850 rBV3 7828 16594 ©0.74% 0.099%
56 7.332 1877 1879 1885 rVB2 432 447 0.02% 0.003%
57 7.367 1885 1890 1893 rBV2 327 276 0.01% 0.002%
58 7.467 1914 1921 1923 rBV 478 523 0.02% 0.003%
59 7.502 1930 1932 1934 rBV2 233 120 0.01% 0.001%
60 7.560 1938 1950 1979 rBV2 258552 479764 21.38% 2.848%
61 7.795 2015 2023 2024 rBV3 2375 2278 ©0.10% 0.014%
62 7.840 2035 2037 2041 rBV3 664 374 0.02% 0.002%
63 7.894 2041 2054 2091 rVV 998352 1761430 78.50% 10.458%
64 8.177 2129 2142 2163 rBV 185004 325082 14.49%  1.930%
65 8.409 2212 2214 2217 rBV2 298 152 0.01% 0.001%
66  8.544 2253 2256 2258 rBV2 1031 794 0.04% ©.005%
67 8.592 2267 2271 2272 rBV 270 195 ©0.01% 0.001%
68 8.634 2272 2284 2323 rBV4 415062 1058732 47.18% 6.286%
69 8.920 2369 2373 2374 rBV2 676 498 0.02% 0.003%
70 9.036 2407 2409 2411 rBvV2 295 177 0.01% 0.001%
71  9.078 2420 2422 2425 rBV 326 211 0.01% 0.001%
72 9.094 2425 2427 2428 rBV 435 153 0.01% 0.001%
73 9.177 2452 2453 2455 rVB 856 192 0.01% 0.001%
74  9.213 2462 2464 2466 rBvV2 290 121 0.01% 0.001%
75  9.245 2472 2474 2475 rBV 123 53 0.00% ©0.000%
76  9.415 2513 2527 2563 rBV 898585 1520532 67.76% 9.028%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU@55820.D

Acqg On : 20 Oct 2023 09:58

Operator : MD/SY

Sample : VU1020MBLO1

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

ALS Vvial : 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\SFAMULM101023WMA.M
Title : VOC Analysis

77  9.753 2630 2632 2635 rBv2 458 271 0.01% ©0.002%
78 9.885 2669 2673 2674 rBvV2 383 290 0.01% 0.002%
79 9.943 2687 2691 2694 rBV2 281 272 0.01% 0.002%
80 10.110 2735 2743 2746 rBv4 1805 2357 0.11% 0.014%
81 10.332 2810 2812 2815 rBV 294 128 0.01% 0.001%
82 10.402 2833 2834 2835 rBV 152 51 0.00% 0.000%
83 10.486 2855 2860 2865 rBV4 2195 2145 0.10% 0.013%
84 10.544 2876 2878 2879 rBV 299 127 0.01% 0.001%
85 10.631 2903 2905 2906 rBV 564 216 0.01% 0.001%
86 10.647 2907 2910 2916 rVB4 1808 1801 0.08% 0.011%
87 10.682 2916 2921 2925 rBV4 450 517 ©.02% 0.003%
88 10.753 2930 2943 2965 rBV 760918 1257937 56.06% 7.469%
89 11.087 3043 3047 3051 rBv4 2030 2220 0.10% 0.013%
90 11.148 3062 3066 3067 rBV2 588 412 0.02% 0.002%
91 11.242 3093 3095 3099 rVB2 615 390 0.02% 0.002%
92 11.315 3116 3118 3121 rBV 363 287 0.01% 0.002%
93 11.473 3160 3167 3174 rBV4 3232 4893 0.22% 0.029%
94 11.746 3246 3252 3259 rBV5 3490 5101 ©.23% 0.030%
95 11.811 3260 3272 3307 rVV 900641 1489481 66.38% 8.843%
96 12.190 3377 3390 3418 rBV 974399 1626045 72.46% 9.654%
97 13.849 3897 3906 3918 rBV3 13581 22443 1.00% 0.133%
98 14.097 3974 3983 4006 rVB2 21375 45553  2.03% 0.270%

Sum of corrected areas: 16843200
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU®@55820.D

Acq On : 20 Oct 2023 09:58

Operator : MD/SY

Sample : VUle20MBLO1

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\SFAMULM101023WMA.M
Quant Title : VOC Analysis

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VU055820.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU102023\
Data File : VU®@55820.D

Acq On : 20 Oct 2023 09:58

Operator : MD/SY

Sample : VUle20MBLO1

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\SFAMULM101023WMA.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\VU102023\
Data File : VU@55820.D

Acqg On : 20 Oct 2023 09:58

Operator : MD/SY

Sample : VU1020MBLO1

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

ALS Vvial : 4  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM101023WMA .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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