LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028934.D

Acq On : 24 Dec 2018 09:52

Operator : MD/SY

Sample : VU1224MBLO1

Misc : 5.009/5mL/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: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.399 64 70 81 rvB 130159 127655 13.65% 1.790%
2 1.672 147 155 169 rVB 94797 120836 12.92% 1.695%
3 2.270 331 341 358 rvB 218054 332288 35.53% 4.661%
4 2.620 447 450 452 rBV2 261 188 0.02% 0.003%
5 2.701 468 475 484 rVB3 2586 4061 0.43% 0.057%
6 2.839 507 518 528 rBvV2 1674 3478 0.37% 0.049%
7 3.064 585 588 592 rvB 227 139 0.01% 0.002%
8 3.096 595 598 600 rBY 156 77 0.01% 0.001%
9 3.116 602 604 608 rvv 140 65 0.01% 0.001%
10 3.157 614 617 619 rBV 155 95 0.01% 0.001%
11 3.312 662 665 672 rBV 138 147 0.02% 0.002%
12 3.710 784 789 791 rBvV 89 92 0.01% 0.001%
13 3.804 814 818 820 rBvV 183 101 0.01% 0.001%
14 3.945 859 862 864 rBvV 118 78 0.01% 0.001%
15 3.958 864 866 869 rvB 161 69 0.01% 0.001%
16 4.022 884 886 891 rvB 228 105 0.01% 0.001%
17 4.070 898 901 903 rBv 74 54 0.01% 0.001%
18 4.173 920 933 966 rBvY 82563 219251 23.44% 3.075%
19 4.437 1011 1015 1019 rBV2 250 278 0.03% 0.004%
20 4.495 1030 1033 1035 rBvV 186 125 0.01% 0.002%
21 4.582 1056 1060 1062 rBB 190 131 0.01% 0.002%
22 4.646 1062 1080 1113 rBV 150174 351077 37.54%  4.924%
23 4.807 1128 1130 1132 rBV 147 85 0.01% 0.001%
24  4.842 1138 1141 1144 rVB 133 81 0.01% 0.001%
25 4.881 1149 1153 1156 rBV2 372 381 0.04% 0.005%
26 4.980 1181 1184 1185 rBV 189 106 0.01% 0.001%
27 5.013 1191 1194 1196 rBV 144 89 0.01% 0.001%
28 5.099 1219 1221 1222 rBV 154 65 0.01% 0.001%
29 5.337 1272 1295 1323 rBV2 321132 935251 100.00% 13.118%
30 5.749 1412 1423 1430 rVB 319 513 0.05% 0.007%
31 5.781 1430 1433 1437 rBV 130 134 0.01% 0.002%
32 5.884 1447 1465 1487 rBV 280273 544336 58.20% 7.635%
33 6.122 1538 1539 1541 rBvV 227 81 0.01% 0.001%
34 6.164 1550 1552 1554 rBV 471 211 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028934.D

Acq On : 24 Dec 2018 09:52

Operator : MD/SY

Sample : VU1224MBLO1

Misc : 5.009/5mL/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: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

35 6.328 1588 1603 1624 rBV 211214 422260 45.15% 5.922%

36 6.456 1639 1643 1645 rBvV2 389 285 0.03% 0.004%
37 6.659 1698 1706 1711 rVB 94 135 0.01% 0.002%
38 6.688 1713 1715 1716 rVB 221 62 0.01% 0.001%
39 6.733 1727 1729 1734 rVB 172 101 0.01% 0.001%
40 6.803 1748 1751 1752 rVvVv 137 87 0.01% 0.001%
41 6.832 1756 1760 1765 rVB 104 100 0.01% 0.001%
42 6.980 1803 1806 1809 rVB 217 121 0.01% 0.002%
43 7.006 1809 1814 1819 rBV 126 135 0.01% 0.002%
44 7.029 1819 1821 1825 rVB 138 82 0.01% 0.001%
45 7.054 1826 1829 1833 rBV 128 104 0.01% 0.001%
46 7.090 1838 1840 1847 rVB 223 129 0.01% 0.002%
47 7.144 1852 1857 1861 rBV 210 185 0.02% 0.003%
48 7.225 1870 1882 1901 rBV 127787 226608 24.23% 3.178%
49 7.440 1946 1949 1951 rBV 167 128 0.01% 0.002%
50 7.475 1956 1960 1963 rBV2 258 233 0.02% 0.003%
51 7.508 1967 1970 1973 rBV 76 55 0.01% 0.001%

52 7.562 1973 1987 2022 rBV 438371 789345 84.40% 11.071%
53 7.848 2065 2076 2098 rBvV 88041 148815 15.91% 2.087%

54 8.057 2139 2141 2143 rBV 220 108 0.01% 0.002%
55 8.090 2149 2151 2155 rVB 175 81 0.01% 0.001%
56 8.112 2155 2158 2162 rBV2 211 220 0.02% 0.003%
57 8.250 2199 2201 2204 rBV2 156 100 0.01% 0.001%
58 8.308 2207 2219 2259 rVvVv 292602 508014 54.32% 7.125%
59 8.559 2295 2297 2300 rBV2 142 73 0.01% 0.001%
60 8.617 2309 2315 2320 rBV3 1091 1589 0.17% 0.022%
61 8.665 2329 2330 2333 rVB 147 57 0.01% 0.001%
62 8.700 2339 2341 2343 rBV2 169 90 0.01% 0.001%
63 8.729 2345 2350 2354 rVB2 288 289 0.03% 0.004%
64 8.762 2355 2360 2363 rVB2 162 171 0.02% 0.002%
65 8.794 2366 2370 2373 rBvV2 168 140 0.01% 0.002%
66 8.823 2376 2379 2383 rBvV 129 97 0.01% 0.001%
67 8.861 2387 2391 2394 rBvV 188 134 0.01% 0.002%
68 8.890 2398 2400 2401 rBV 139 56 0.01% 0.001%
69 8.916 2406 2408 2412 rVB 200 90 0.01% 0.001%
70 8.996 2432 2433 2437 rBV 141 68 0.01% 0.001%
71 9.016 2437 2439 2442 rVB 142 58 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028934.D

Acq On : 24 Dec 2018 09:52

Operator : MD/SY

Sample : VU1224MBLO1

Misc : 5.009/5mL/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: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

72 9.090 2448 2462 2492 rBV 384152 644966 68.96% 9.046%

73 9.225 2502 2504 2508 rVB 207 88 0.01% 0.001%
74 9.286 2519 2523 2525 rBvV2 187 137 0.01% 0.002%
75 9.347 2539 2542 2545 rBV2 210 150 0.02% 0.002%
76 9.376 2545 2551 2554 rBV2 639 740 0.08% 0.010%
77 9.418 2561 2564 2567 rBV 123 88 0.01% 0.001%
78 9.472 2578 2581 2583 rBV 157 99 0.01% 0.001%
79 9.511 2588 2593 2595 rBV 97 97 0.01% 0.001%
80 9.543 2601 2603 2606 rVB 178 114 0.01% 0.002%
81 9.697 2648 2651 2654 rBvV2 152 99 0.01% 0.001%
82 9.733 2656 2662 2664 rBvV2 224 231 0.02% 0.003%
83 9.781 2674 2677 2678 rBvV2 193 96 0.01% 0.001%
84 10.221 2812 2814 2817 rVB3 328 210 0.02% 0.003%
85 10.247 2819 2822 2825 rVV 195 123 0.01% 0.002%
86 10.266 2826 2828 2832 rVB2 174 132 0.01% 0.002%
87 10.318 2839 2844 2847 rBV 375 396 0.04% 0.006%
88 10.430 2866 2879 2901 rBV 301196 480305 51.36% 6.737%
89 10.527 2907 2909 2912 rVB 166 68 0.01% 0.001%
90 10.549 2912 2916 2917 rBV2 282 182 0.02% 0.003%
91 10.607 2926 2934 2948 rBV3 2148 3509 0.38% 0.049%
92 10.720 2967 2969 2971 rBV 158 72 0.01% 0.001%
93 10.826 3000 3002 3006 rVB 278 150 0.02% 0.002%
94 10.909 3025 3028 3029 rBV 182 93 0.01% 0.001%
95 11.482 3194 3206 3232 rBV 371209 587850 62.85% 8.245%
96 11.745 3281 3288 3294 rBV4 400 666 0.07% 0.009%
97 11.858 3311 3323 3347 rBV 410999 661888 70.77% 9.283%
98 12.202 3427 3430 3434 rBV2 328 304 0.03% 0.004%
99 12.295 3457 3459 3461 rBV2 253 147 0.02% 0.002%
100 12.478 3511 3516 3526 rVB3 3027 4661 0.50% 0.065%
Sum of corrected areas: 7129789
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028934.D

Acq On : 24 Dec 2018 09:52

Operator : MD/SY

Sample : VU1224MBLO1

Misc : 5.009/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: vU028934.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028934.D

Acq On : 24 Dec 2018 09:52

Operator : MD/SY

Sample : VU1224MBLO1

Misc : 5.009/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

No Library Search Compounds Detected
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028934.D

Acq On : 24 Dec 2018 09:52

Operator : MD/SY

Sample : VU1224MBLO1

Misc : 5.009/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
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