LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46465.D

Acqg On : 17 Dec 2021 12:40

Operator : SY/MD

Sample : M5101-13ME

Misc : 6.93g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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@46465.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.601 73 81 110 rBV 37549 75903  5.41% 1.227%
2 1.864 159 163 168 rBV3 541 604 0.04% 0.010%
3 1.916 171 179 216 rW 23001 59340 4.23% 0.959%
4 2.546 364 375 401 rBV2 95066 188515 13.43% 3.047%
5 2.867 473 475 478 rBV 258 178 ©0.01% 0.003%
6 2.957 500 503 508 rBvV3 297 362 0.03% 0.006%
7 3.038 522 528 536 rBv3 901 1463 0.10% 0.024%
8 3.099 544 547 549 rBV 216 154 0.01% 0.002%
9 3.179 560 572 573 rBv2 3920 5137 0.37% 0.083%
106 3.257 594 596 599 rVB 290 137 0.01% 0.002%
11  3.292 604 607 610 rBv 168 154 0.01% 0.002%
12 3.424 646 648 652 rBv 150 152 0.01% 0.002%
13 3.494 667 670 674 rBV 150 176 0.01% ©.003%
14 3.536 678 683 686 rBB 159 177 0.01% ©0.003%
15 3.707 733 736 740 rBB 135 144 0.01% ©0.002%
16 3.732 741 744 748 rBB 171 160 0.01% 0.003%
17 3.768 749 755 758 rBB 192 222  0.02% 0.004%
18 3.848 776 780 781 rBV2 365 235 0.02% 0.004%
19 3.864 782 785 794 rVB3 1056 1491 0.11% 0.024%
20 4.652 1016 1030 1076 rBV3 26101 126920 9.04%  2.052%
21 4.999 1136 1138 1142 rVVv2 141 132  0.01% 0.002%
22 5.064 1142 1158 1184 rVvV 93873 212616 15.14% 3.437%
23 5.314 1217 1236 1255 rBV 148075 330233 23.52% 5.338%
24 5.395 1258 1261 1263 rBV 230 177 0.01% ©0.003%
25 5.427 1267 1271 1273 rBV2 195 134 0.01% 0.002%
26 5.723 1342 1363 1381 rBV2 211373 532301 37.91% 8.604%
27 5.822 1391 1394 1396 rVB2 308 197 0.01% 0.003%
28 5.838 1397 1399 1402 rBB 224 130 0.01% 0.002%
29 5.880 1409 1412 1415 rBV 140 138 0.01% 0.002%
30 5.977 1434 1442 1464 rBB5 3556 8536 0.61% 0.138%
31 6.179 1500 1505 1508 rBV 212 256 0.02% 0.004%
32 6.250 1512 1527 1557 rBV 183763 361925 25.78% 5.850%
33  6.543 1606 1618 1632 rvV 50922 96134 6.85% 1.554%
34 6.604 1635 1637 1650 rvv3 1510 2319 0.17% 0.037%
35 6.694 1650 1665 1684 rVV 116572 236595 16.85% 3.824%
36 6.758 1684 1685 1690 rVB 235 175 0.01% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46465.D

Acqg On : 17 Dec 2021 12:40

Operator : SY/MD

Sample : M5101-13ME

Misc : 6.93g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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 6.906 1726 1731 1739 rBB 164 289 0.02% 0.005%
38 6.948 1740 1744 1747 rBB 152 156 ©0.01% ©0.003%
39 7.150 1803 1807 1810 rBB 157 154 0.01% 0.002%
40 7.192 1816 1820 1824 rBV 178 233 0.02% 0.004%
41  7.215 1824 1827 1828 rBV 253 166 ©0.01% ©0.003%
42 7.301 1852 1854 1858 rBB2 342 171 0.01% 0.003%
43 7.568 1924 1937 1963 rBV 60750 120597 8.59% 1.949%
44  7.793 1999 2007 2012 rBV4 765 1125 ©0.08% 0.018%
45  7.842 2020 2022 2026 rBV 132 140 0.01% 0.002%
46  7.899 2026 2040 2055 rVV 237489 423366 30.15% 6.844%
47  7.973 2055 2063 2080 rVB2 8167 15383 1.10% 0.249%
48 8.186 2117 2129 2153 rBV3 33533 81281 5.79% 1.314%
49 8.494 2213 2225 2229 rBV3 957 1837 0.13% 0.030%
50 8.552 2229 2243 2263 rW 818528 1404112 100.00% 22.697%
51 8.684 2263 2284 2309 rVB 86841 254555 18.13% 4.115%
52 8.796 2317 2319 2323 rVB 429 233 0.02% 0.004%
53 8.861 2337 2339 2343 rBV 151 147 0.01% 0.002%
54  8.957 2362 2369 2375 rBB3 502 801 0.06% 0.013%
55 8.983 2375 2377 2381 rBB 154 130 0.01% 0.002%
56 9.031 2389 2392 2395 rBV 133 140 0.01% ©0.002%
57 9.150 2424 2429 2432 rBB 168 193 0.01% ©0.003%
58 9.169 2432 2435 2439 rBB 135 139 0.01% 0.002%
59 9.375 2495 2499 2501 rBV 119 128 0.01% 0.002%
60 9.423 2501 2514 2540 rwV 220129 478937 34.11% 7.742%
61 9.575 2557 2561 2565 rBv2 346 394 0.03% 0.006%
62 9.700 2590 2600 2608 rBB3 1056 1820 0.13% 0.029%
63 9.976 2684 2686 2690 rVB 172 142 0.01% 0.002%
64 10.018 2696 2699 2703 rBV 158 175 ©0.01% ©0.003%
65 10.102 2721 2725 2726 rBV2 218 1706  0.01% ©0.003%
66 10.118 2728 2730 2732 rVB 442 205 0.01% 0.003%
67 10.417 2819 2823 2825 rBV 159 136 ©0.01% 0.002%
68 10.513 2850 2853 2857 rBV 212 226 0.02% 0.004%
69 10.616 2882 2885 2888 rBV 156 158 0.01% 0.003%
70 10.674 2896 2903 2911 rVB3 1091 1328 0.09% 0.021%
71 10.774 2921 2934 2947 rBV 168884 280469 19.97% 4.534%
72 10.883 2962 2968 2969 rBV2 432 418 0.03% 0.007%
73 11.005 3003 3006 3010 rBB2 197 187 0.01% ©0.003%
74 11.111 3035 3039 3046 rVB2 870 1001 0.07% 0.016%
75 11.182 3055 3061 3063 rBB 158 193 0.01% ©0.003%
76 11.208 3063 3069 3072 rBB 189 225 0.02% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46465.D

Acqg On : 17 Dec 2021 12:40

Operator : SY/MD

Sample : M5101-13ME

Misc : 6.93g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 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
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.237 3075 3078 3080 rBV 152 132  0.01% 0.002%
78 11.423 3131 3136 3140 rBV 155 229 0.02% 0.004%
79 11.462 3140 3148 3149 rBV2 687 696 0.05% 0.011%
80 11.652 3201 3207 3213 rBV 182 327 0.02% 0.005%
81 11.700 3217 3222 3228 rVB2 217 290 0.02% 0.005%
82 11.755 3236 3239 3244 rBV2 157 156 0.01% 0.003%
83 11.822 3247 3260 3276 rBV 296496 470905 33.54% 7.612%
84 11.951 3292 3300 3302 rBV3 331 440 0.03% 0.007%
85 11.970 3303 3306 3313 rVB2 451 596 0.04% 0.010%
86 12.099 3342 3346 3349 rBV 198 213  0.02% 0.003%
87 12.201 3363 3378 3394 rBV 243117 387470 27.60% 6.263%
88 12.777 3548 3557 3562 rVVv3 797 1400 0.10% 0.023%
89 13.173 3677 3680 3691 rVB 109 134 0.01% 0.002%
90 13.851 3886 3891 3894 rVB2 298 211 0.02% 0.003%
91 14.089 3959 3965 3967 rBV2 313 352 0.03% 0.006%
92 14.336 4038 4042 4045 rVB 362 261 0.02% 0.004%
93 14.584 4110 4119 4125 rBV2 1361 2076 0.15% 0.034%
94 15.420 4374 4379 4383 rBV2 224 256 0.02% 0.004%
95 15.504 4401 4405 4408 rBV2 193 181 ©0.01% 0.003%
96 15.616 4437 4440 4442 rBV2 176 148 0.01% 0.002%
97 15.713 4467 4470 4472 rBV2 195 134 0.01% ©0.002%
98 16.188 4609 4618 4627 rBV2 2273 3795 0.27% 0.061%
99 16.500 4712 4715 4718 rBV2 289 194 0.01% 0.003%
100 17.024 4875 4878 4883 rBV3 435 517 ©0.04% 0.008%
Sum of corrected areas: 6186395
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46465.D

Acqg On : 17 Dec 2021 12:40

Operator : SY/MD

Sample : M5101-13ME

Misc : 6.93g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

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

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

Abundance TIC: VU046465.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46465.D

Acqg On : 17 Dec 2021 12:40

Operator : SY/MD

Sample : M5101-13ME

Misc : 6.93g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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\VU121721\
Data File : VU@46465.D

Acqg On : 17 Dec 2021 12:40

Operator : SY/MD

Sample : M5101-13ME

Misc : 6.93g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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