LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46466.D

Acqg On : 17 Dec 2021 13:02

Operator : SY/MD

Sample : M5101-14

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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\SFAMULM112921WMA.M
Title : VOC Analysis

Signal : TIC: VU@46466.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 114 rVB 40384 77192 1.11% 0.569%
2 1.883 160 169 173 rBV 14163 19399 0.28% 0.143%
3 2.555 364 378 442 rVB4 180937 428929 6.16% 3.161%
4 2.909 485 488 490 rBV 202 143 0.00% 0.001%
5 2.957 497 503 505 rBv2 684 673 0.01% ©0.005%
6 3.012 517 520 521 rBV 230 140 0.00% ©0.001%
7 3.086 539 543 544 rBV 248 142 0.00% 0.001%
8 3.182 561 573 591 rBB 3862 9282 0.13% 0.068%
9 3.279 601 603 606 rBvV2 244 178 0.00% 0.001%
106 3.343 618 623 630 rBB2 479 628 0.01% ©0.005%
11  3.427 646 649 653 rBV 122 154 0.00% 0.001%
12 3.552 685 688 691 rBvV 154 148 0.00% 0.001%
13 3.610 704 706 708 rBV 136 92 0.00% 0.001%
14 3.70e0 731 734 738 rBB 156 152 0.00% 0.001%
15 3.739 743 746 749 rBB 114 104 0.00% 0.001%
16 3.864 768 785 806 rVW 107308 251938 3.62% 1.857%
17 3.986 821 823 826 rBV 120 107 ©0.00% 0.001%
18 4.044 839 841 844 rBB 152 101 ©0.00% 0.001%
19 4.440 959 964 966 rBB 142 150 0.00% 0.001%
20 4.658 1014 1032 1051 rBV2 28641 106827 1.53% 0.787%
21  4.980 1129 1132 1138 rBV2 225 272 0.00% 0.002%
22 5.063 1141 1158 1182 rVB 97376 219682 3.15% 1.619%
23 5.147 1182 1184 1187 rBB 136 94 0.00% 0.001%
24 5.163 1187 1189 1192 rBV 133 111 0.00% 0.001%
25 5.292 1227 1229 1231 rBV 128 91 0.00% 0.001%
26 5.350 1241 1247 1250 rBV 191 274 0.00% 0.002%
27 5.488 1288 1290 1293 rBV 137 115 ©0.00% 0.001%
28 5.568 1313 1315 1318 rBB 138 97 0.00% 0.001%
29 5.722 1342 1363 1382 rBV2 213547 546811 7.85% 4.030%
30 5.832 1395 1397 1400 rBB 214 103 0.00% 0.001%
31 5.977 1433 1442 1454 rBV5 3362 7316 0.11% 0.054%
32 6.144 1491 1494 1496 rBV 124 112 0.00% 0.001%
33 6.160 1496 1499 1502 rVVv2 170 125 0.00% 0.001%
34 6.250 1513 1527 1560 rBB 181448 359939 5.17% 2.653%
35 6.404 1572 1575 1577 rBB 152 99 0.00% 0.001%
36 6.468 1593 1595 1599 rBB 126 110 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46466.D

Acqg On : 17 Dec 2021 13:02

Operator : SY/MD

Sample : M5101-14

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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\SFAMULM112921WMA.M
Title : VOC Analysis
37 6.542 1603 1618 1647 rVV 993511 1858109 26.68% 13.695%
38 6.694 1651 1665 1690 rVB 120880 246762  3.54% 1.819%
39 6.809 1697 1701 1703 rBV2 244 193 0.00% 0.001%
40 6.861 1714 1717 1719 rBB 130 90 0.00% 0.001%
41 6.890 1723 1726 1729 rBB 158 124 0.00% 0.001%
42 7.038 1768 1772 1774 rBB 156 125 0.00% 0.001%
43 7.105 1790 1793 1796 rBB 152 124 0.00% 0.001%
44  7.163 1808 1811 1815 rBV 165 169 ©0.00% 0.001%
45  7.227 1826 1831 1832 rBV 323 255 0.00% 0.002%
46 7.282 1844 1848 1851 rBvV2 228 215 0.00% 0.002%
47  7.446 1896 1899 1901 rBV 137 125 ©0.00% 0.001%
48 7.475 1906 1908 1910 rBV 135 94 0.00% 0.001%
49 7.568 1925 1937 1958 rBV 60305 122206 1.75% 0.901%
50 7.796 1999 2008 2018 rVB3 1066 2080 0.03% 0.015%
51 7.899 2026 2040 2053 rBV 236546 436423  6.27% 3.217%
52 7.970 2055 2062 2085 rVB 81167 149230 2.14% 1.100%
53 8.185 2115 2129 2151 rBV 33394 83591 1.20% 0.616%
54  8.449 2208 2211 2213 rBB 148 101 ©0.00% 0.001%
55  8.468 2214 2217 2218 rBV 395 254 0.00% 0.002%
56  8.555 2229 2244 2264 rBV 4097284 6963654 100.00% 51.325%
57 8.790 2315 2317 2320 rBvV2 298 201 0.00% 0.001%
58 8.893 2345 2349 2356 rBV 133 248 0.00% 0.002%
59 8.941 2362 2364 2366 rVV 207 106 0.00% 0.001%
60 8.957 2366 2369 2373 rVB2 401 351 0.01% ©0.003%
61 9.044 2393 2396 2402 rBV 146 210 0.00% 0.002%
62 9.240 2453 2457 2460 rBB 135 140 0.00% 0.001%
63 9.279 2466 2469 2471 rBB 157 110 0.00% 0.001%
64  9.427 2499 2515 2540 rBB 225142 482025 6.92%  3.553%
65 9.536 2546 2549 2553 rBB 146 157 0.00% 0.001%
66 9.578 2554 2562 2571 rBvV3 731 1211 0.02% 0.009%
67 9.639 2578 2581 2584 rBV 150 152 0.00% 0.001%
68 9.697 2592 2599 2611 rBV2 1736 2899 0.04% 0.021%
69 9.764 2617 2620 2622 rBB 144 99 0.00% 0.001%
70  9.809 2629 2634 2639 rBV 135 236 0.00% 0.002%
71 9.854 2646 2648 2651 rBB 132 93 0.00% 0.001%
72 9.963 2678 2682 2685 rBB 176 170 0.00% 0.001%
73 9.996 2690 2692 2695 rBB 175 115 0.00% 0.001%
74 10.054 2707 2710 2712 rBB 136 96 0.00% 0.001%
75 10.115 2723 2729 2733 rVB2 775 988 0.01% 0.007%
76 10.253 2770 2772 2774 rBV 141 100 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46466.D

Acqg On : 17 Dec 2021 13:02

Operator : SY/MD

Sample : M5101-14

Misc : 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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\SFAMULM112921WMA.M
Title : VOC Analysis
77 10.369 2804 2808 2811 rBB 149 120 0.00% 0.001%
78 10.388 2812 2814 2816 rBV 162 113 0.00% 0.001%
79 10.494 2842 2847 2850 rBV 251 265 0.00% 0.002%
80 10.536 2856 2860 2865 rVB 195 172 0.00% 0.001%
81 10.655 2888 2897 2915 rBV5 3967 7670 0.11% 0.057%
82 10.774 2920 2934 2947 rVB 172292 287782 4.13% 2.121%
83 10.867 2960 2963 2965 rVB2 211 121  0.00% 0.001%
84 10.883 2966 2968 2971 rBV 249 130 0.00% 0.001%
85 10.938 2981 2985 2989 rBV 145 187 ©0.00% 0.001%
86 11.070 3020 3026 3029 rBV 145 221 0.00% 0.002%
87 11.115 3036 3040 3048 rBV3 811 1066 ©0.02% ©0.008%
88 11.144 3048 3049 3052 rVB3 235 93 0.00% 0.001%
89 11.169 3052 3057 3059 rBV 155 188 0.00% 0.001%
90 11.266 3084 3087 3088 rBV 149 104 0.00% 0.001%
91 11.304 3096 3099 3102 rBV 130 135 ©0.00% 0.001%
92 11.346 3109 3112 3114 rBV 150 127 0.00% 0.001%
93 11.420 3130 3135 3139 rBV 152 226 0.00% 0.002%
94 11.459 3139 3147 3149 rBV2 565 638 0.01% ©0.005%
95 11.700 3218 3222 3226 rBV2 320 280 0.00% 0.002%
96 11.819 3246 3259 3274 rBV 304222 477787 6.86% 3.521%
97 11.944 3293 3298 3303 rBV2 418 546 0.01% 0.004%
98 12.201 3365 3378 3394 rVB 249277 402294 5.78%  2.965%
99 13.851 3886 3891 3894 rBV2 269 209 0.00% 0.002%
100 14.574 4109 4116 4129 rBV3 987 1829 0.03% 0.013%
Sum of corrected areas: 13567764
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\

: VU046466.D

: 17 Dec 2021 13:02

: SY/MD

: M5101-14

: 6.90g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 6 Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

TIC Library

TIC Integration Parameters:
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46466.D

Acqg On : 17 Dec 2021 13:02

Operator : SY/MD

Sample : M5101-14

Misc : 6.90g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library
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\VU121721\
Data File : VU@46466.D

Acqg On : 17 Dec 2021 13:02

Operator : SY/MD

Sample : M5101-14

Misc : 6.90g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

TIC Library
TIC Integration Parameters: LSCINT.P

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