LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46354.D

Acqg On : 14 Dec 2021 14:35

Operator : SY/MD

Sample : M5023-20MEDL 100X

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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@46354.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 75 82 97 rVB 63910 73148 14.23% 1.733%
2 1.919 173 180 200 rVB 47639 64323 12.51% 1.524%
3 2.575 371 384 398 rBV 105838 175012 34.05% 4.146%
4 2.742 433 436 437 rBV 135 97 0.02% 0.002%
5 2.854 469 471 475 rBB 122 111  0.02% 0.003%
6 2.880 476 479 482 rBB 208 157 0.03% 0.004%
7 2.899 483 485 488 rBB 135 94 0.02% 0.002%
8 2.957 499 503 506 rBv 136 161 ©0.03% 0.004%
9 3.051 527 532 539 rBv3 728 1076 0.21% 0.025%
16 3.125 552 555 559 rBB 163 155 0.03% 0.004%
11 3.150 559 563 564 rBV 174 139 0.03% 0.003%
12 3.192 567 576 589 rVB3 1503 3223 0.63% 0.076%
13 3.285 603 605 609 rBB 131 115 ©0.02% 0.003%
14 3.333 616 620 621 rBV 149 134 0.03% 0.003%
15 3.452 654 657 660 rBB 153 127 0.02% 0.003%
16 3.520 675 678 680 rBB 135 93 0.02% 0.002%
17 3.600 700 703 705 rBB 142 101 0.02% 0.002%
18 3.700 731 734 737 rBV 136 139 0.03% 0.003%
19 3.790 760 762 764 rBV 132 94 0.02% 0.002%
20 3.816 767 770 772 rBV 142 122 0.02% 0.003%
21 3.954 811 813 816 rBB 128 93 0.02% 0.002%
22 4.012 827 831 833 rBB 147 120 0.02% 0.003%
23 4.054 840 844 849 rBB 148 171 0.03% 0.004%
24 4.096 855 857 861 rBB 126 109 0.02% 0.003%
25 4.189 883 886 889 rBV 125 134 0.03% 0.003%
26 4.266 907 910 911 rBV 152 105 0.02% 0.002%
27 4.305 918 922 925 rBB 143 119 0.02% 0.003%
28 4.346 932 935 937 rBB 140 99 0.02% 0.002%
29 4.430 958 961 965 rBB 135 116 0.02% 0.003%
30 4.642 1010 1027 1068 rBV2 43396 139223 27.09% 3.298%
31 5.067 1144 1159 1185 rBV 95861 208836 40.63% 4.947%
32 5.227 1207 1209 1211 rBB 229 106 0.02% 0.003%
33 5.243 1212 1214 1216 rBV 224 143 0.03% 0.003%
34 5.295 1227 1230 1233 rVB2 294 207 0.04% 0.005%
35 5.398 1259 1262 1265 rBB 154 123  0.02% 0.003%

36 5.729 1343 1365 1387 rBV2 190205 514021 100.00% 12.176%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46354.D

Acqg On : 14 Dec 2021 14:35

Operator : SY/MD

Sample : M5023-20MEDL 100X

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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 5.899 1416 1418 1422 rBB 133 114 0.02% 0.003%
38 6.157 1495 1498 1500 rBB 146 100 0.02% 0.002%
39 6.253 1513 1528 1549 rBV 183654 344691 67.06% 8.165%
40 6.542 1610 1618 1626 rBB5 2038 3748 0.73% 0.089%
41 6.578 1626 1629 1632 rBB 155 104 0.02% 0.002%
42 6.613 1637 1640 1643 rBB 178 136 0.03% 0.003%
43 6.648 1648 1651 1652 rBV 132 96 0.02% 0.002%
44  6.693 1652 1665 1687 rVB 119998 230705 44.88% 5.465%
45 6.944 1739 1743 1746 rBB 158 153 ©0.03% 0.004%
46 6.976 1750 1753 1757 rBB 187 171 0.03% 0.004%
47 7.105 1790 1793 1795 rBV 124 113  0.02% 0.003%
48 7.185 1812 1818 1820 rBB 387 260 0.05% 0.006%
49 7.240 1833 1835 1841 rBB 186 195 0.04% 0.005%
50 7.327 1859 1862 1863 rBV 157 106 0.02% ©.003%
51 7.462 1901 1904 1908 rBV 145 171 0.03% 0.004%
52 7.568 1925 1937 1951 rBV 61902 105715 20.57% 2.504%
53 7.816 2011 2014 2016 rBV 131 114 0.02% 0.003%
54  7.899 2028 2040 2055 rBV 227156 386652 75.22%  9.159%
55 8.009 2072 2074 2078 rvVB2 227 158 ©0.03% 0.004%
56 8.050 2084 2087 2089 rBvV2 237 161 ©0.03% 0.004%
57 8.182 2117 2128 2142 rW 43493 72674 14.14% 1.721%
58 8.246 2147 2148 2149 rBV 320 116 0.02% 0.003%
59 8.282 2156 2159 2161 rVB2 286 180 0.04% 0.004%
60 8.301 2162 2165 2169 rBV2 280 284 0.06% ©0.007%
61 8.340 2173 2177 2180 rBV 150 174 0.03% 0.004%
62 8.439 2206 2208 2211 rBV 136 112 0.02% 0.003%
63 8.459 2211 2214 2215 rW 208 99 0.02% 0.002%
64  8.478 2216 2220 2225 rVVv2 422 401 0.08% 0.009%
65 8.517 2228 2232 2233 rBV 177 128 ©0.02% 0.003%
66  8.555 2234 2244 2257 rVB2 21304 35169 6.84% 0.833%
67 8.636 2257 2269 2295 rBV 159517 271994 52.91% 6.443%
68 8.851 2334 2336 2342 rBV 160 211 0.04% 0.005%
69 8.909 2348 2354 2363 rBV3 1445 2324 0.45% 0.055%
70  9.057 2398 2400 2403 rBV 128 116 0.02% 0.003%
71 9.111 2413 2417 2420 rBB 161 150 ©0.03% 0.004%
72 9.169 2429 2435 2441 rBV 178 328 0.06% 0.008%
73 9.243 2455 2458 2461 rBvV 174 166 0.03% 0.004%
74  9.288 2470 2472 2475 rBV 151 127 0.02% 0.003%
75 9.417 2500 2512 2532 rBV 279538 456996 88.91% 10.825%
76 9.542 2547 2551 2552 rBvV 148 127 0.02% 0.003%
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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 9.607 2569 2571 2574 rBV 136 118 0.02% 0.003%
78 9.655 2583 2586 2588 rBB 142 102 0.02% 0.002%
79 9.816 2634 2636 2639 rBV 146 128 0.02% 0.003%
80 9.857 2645 2649 2654 rBV2 216 240 0.05% 0.006%
81 9.992 2686 2691 2695 rBV 289 249 0.05% 0.006%
82 10.118 2728 2730 2733 rBV 132 118 0.02% 0.003%
83 10.160 2740 2743 2746 rBV 129 135 0.03% 0.003%
84 10.269 2774 2777 2779 rBV 145 105 ©0.02% 0.002%
85 10.375 2807 2810 2815 rBV 160 222  0.04% 0.005%
86 10.520 2849 2855 2858 rBV 230 259 0.05% 0.006%
87 10.677 2897 2904 2909 rBV2 657 719 0.14% 0.017%
88 10.758 2916 2929 2945 rVB 177155 283813 55.21% 6.723%
89 10.896 2966 2972 2975 rBV 464 492 0.10% 0.012%
990 11.057 3017 3022 3028 rBV 182 298 0.06% 0.007%
91 11.311 3097 3101 3105 rBV 205 252 0.05% 0.006%
92 11.397 3125 3128 3132 rBB 153 152 0.03% 0.004%
93 11.420 3133 3135 3138 rBB 155 106 0.02% ©.003%
94 11.439 3139 3141 3143 rBV 140 101 0.02% 0.002%
95 11.462 3143 3148 3150 rBV2 352 347 0.07% ©0.008%
96 11.812 3245 3257 3274 rBV 299197 455176 88.55% 10.782%
97 11.938 3293 3296 3300 rBV2 220 198 0.04% 0.005%
98 12.195 3363 3376 3391 rBV 237740 379725 73.87% 8.995%
99 12.770 3551 3555 3558 rBV2 351 289 0.06% 0.007%
100 14.574 4112 4116 4123 rVB 306 373 0.07% 0.009%
Sum of corrected areas: 4221590
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\

: VUe46354.D

: 14 Dec 2021 14:35

: SY/MD

: M5023-20MEDL 100X

: 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
. 10

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU046354.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46354.D

Acqg On : 14 Dec 2021 14:35

Operator : SY/MD

Sample : M5023-20MEDL 100X

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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
3k 3k 3k 3k 3k sk sk >k 3k 3k 5k ok sk sk sk sk >k 3k 3k 5k 5k 3k sk sk sk 3k 3k 3k 5k 3k 3k 3k Sk 3k sk sk >k >k 3k 3k ok 3k 3k sk sk %k 3k 3k 5k sk 3k 3k sk sk sk sk >k 3k ok sk sk sk sk sk sk sk kkok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121421\
Data File : VU@46354.D

Acqg On : 14 Dec 2021 14:35

Operator : SY/MD

Sample : M5023-20MEDL 100X

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 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|

SFAMULM112921WMA.M Wed Dec 22 16:59:44 2021



