LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46494.D

Acqg On : 19 Dec 2021 15:01

Operator : SY/MD

Sample : M5062-13MEDL 20X

Misc : 6.12g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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@46494.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 74 82 98 rBV 53076 65658 12.78% 1.388%
2 1.887 162 170 173 rBV 4293 5072 0.99% 0.107%
3 1.922 173 181 200 rVB 41794 63242 12.31% 1.337%
4 2,279 289 292 295 rBv2 273 240 0.05% ©0.005%
5 2.571 372 383 415 rBV 100695 171247 33.34% 3.620%
6 2.719 426 429 433 rVB 154 147 0.03% 0.003%
7 2.951 496 501 503 rBV 147 1706  0.03% 0.004%
8 2.986 507 512 517 rBB 247 247 0.05% ©0.005%
9 3.012 517 520 523 rBB 137 117 0.02% 0.002%
106 3.051 529 532 541 rBB3 335 452 0.09% 0.010%
11  3.092 542 545 551 rBB 158 224 0.04% 0.005%
12 3.189 565 575 589 rBv3 2224 5049 0.98% 0.107%
13  3.343 619 623 625 rBB 145 119 0.02% 0.003%
14 3.803 764 766 770 rBB 146 120 0.02% 0.003%
15 3.874 785 788 794 rBB 152 202 0.04% 0.004%
16 4.501 980 983 986 rBB 126 111  0.02% 0.002%
17 4.645 1013 1028 1058 rBV 45417 146433 28.51% 3.096%
18 4.822 1081 1083 1086 rVB2 184 102 0.02% 0.002%
19 4.845 1086 1090 1095 rBV 216 152 0.03% 0.003%
20 4.928 1113 1116 1118 rBB 225 126 0.02% 0.003%
21 5.067 1143 1159 1186 rBV 97578 213675 41.60% 4.517%
22 5.157 1186 1187 1191 rVB2 246 158 0.03% 0.003%
23 5.729 1344 1365 1385 rVV2 189041 513692 100.00% 10.860%
24  6.250 1513 1527 1550 rBV 172341 327380 63.73% 6.921%
25 6.385 1566 1569 1574 rBB 146 144 0.03% 0.003%
26 6.546 1607 1619 1635 rBB2 44180 80953 15.76% 1.711%
27 6.693 1649 1665 1687 rBB 120380 234554 45.66%  4.959%
28 7.179 1813 1816 1817 rBV 313 165 ©0.03% 0.003%
29 7.308 1853 1856 1859 rBB 128 111 0.02% 0.002%
30 7.436 1893 1896 1898 rBB 163 104 0.02% 0.002%
31 7.568 1924 1937 1952 rBV 65833 112642 21.93% 2.381%
32 7.693 1970 1976 1981 rBB2 441 524 0.10% 0.011%
33 7.745 1990 1992 1995 rBB 163 105 0.02% 0.002%
34 7.899 2027 2040 2055 rBV 227848 390228 75.97%  8.250%
35 7.970 2058 2062 2074 rVB2 3989 5838 1.14% 0.123%
36 8.124 2108 2110 2113 rBB 149 101 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46494.D

Acqg On : 19 Dec 2021 15:01

Operator : SY/MD

Sample : M5062-13MEDL 20X

Misc : 6.12g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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 8.179 2116 2127 2144 rBV 45598 75896 14.77% 1.605%
38 8.237 2144 2145 2148 rVB 264 108 0.02% 0.002%
39 8.298 2160 2164 2166 rBV 105 99 0.02% 0.002%
40 8.462 2212 2215 2216 rBV 234 124 0.02% 0.003%
41  8.494 2221 2225 2226 rBV 159 111  0.02% 0.002%
42 8.555 2231 2244 2258 rVV 262495 441785 86.00% 9.340%
43  8.636 2258 2269 2299 rVB 174015 307823 59.92% 6.508%
44  8.864 2337 2340 2342 rBV 141 118 0.02% 0.002%
45  8.906 2352 2353 2358 rVB2 329 257 0.05% 0.005%
46 9.153 2423 2430 2432 rBvV 155 221 0.04% 0.005%
47  9.230 2450 2454 2456 rBV 151 129 0.03% 0.003%
48 9.417 2500 2512 2532 rBV 256491 421905 82.13%  8.920%
49 9.568 2554 2559 2560 rBV 359 303 0.06% 0.006%
50 9.652 2582 2585 2587 rBV 156 124 0.02% ©0.003%
51 9.687 2592 2596 2597 rBV 572 387 0.08% 0.008%
52 9.799 2628 2631 2635 rBV 130 159 0.03% 0.003%
53 9.922 2666 2669 2671 rBV 127 113 0.02% 0.002%
54 10.516 2852 2854 2857 rBV 123 108 ©0.02% 0.002%
55 10.571 2866 2871 2875 rBB 183 203 0.04% 0.004%
56 10.635 2885 2891 2896 rBV 190 315 0.06% 0.007%
57 10.674 2896 2903 2909 rvB3 1017 1229 0.24% 0.026%
58 10.703 2909 2912 2914 rBV 179 142 0.03% 0.003%
59 10.758 2917 2929 2947 rVB 195720 310560 60.46% 6.566%
60 10.896 2966 2972 2974 rBV 209 223 0.04% 0.005%
61 10.992 3000 3002 3005 rVB 188 130 ©0.03% 0.003%
62 11.018 3006 3010 3013 rBV 201 229 0.04% 0.005%
63 11.086 3029 3031 3035 rVB 150 123  0.02% 0.003%
64 11.118 3036 3041 3043 rBV 146 186 ©0.04% 0.004%
65 11.169 3053 3057 3061 rBV 176 235 0.05% 0.005%
66 11.298 3094 3097 3099 rBV 152 130 0.03% 0.003%
67 11.314 3099 3102 3109 rVB 147 171 0.03% 0.004%
68 11.436 3134 3140 3142 rBV 189 258 ©0.05% ©0.005%
69 11.459 3142 3147 3158 rVB3 506 854 0.17% 0.018%
70 11.571 3179 3182 3187 rBV 258 276 0.05% 0.006%
71 11.700 3217 3222 3229 rVB2 252 305 0.06% 0.006%
72 11.812 3245 3257 3274 rVB 275374 424543 82.65% 8.975%
73 11.873 3274 3276 3284 rVB 290 316 0.06% 0.007%
74 11.909 3284 3287 3289 rBV 158 138 0.03% 0.003%
75 11.938 3293 3296 3299 rVv2 220 180 ©0.04% 0.004%
76 11.973 3303 3307 3313 rVB2 544 515 0.10% 0.011%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46494.D

Acqg On : 19 Dec 2021 15:01

Operator : SY/MD

Sample : M5062-13MEDL 20X

Misc : 6.12g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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 12.195 3363 3376 3391 rBV 246652 394062 76.71%  8.331%
78 12.285 3402 3404 3411 rVB 199 120 0.02% 0.003%
79 12.774 3550 3556 3564 rVB3 630 889 0.17% 0.019%
80 13.053 3637 3643 3645 rBV 115 133 0.03% 0.003%
81 13.687 3837 3840 3846 rVB 119 112  0.02% 0.002%
82 14.288 4024 4027 4035 rVB 133 162 0.03% 0.003%
83 14.471 4081 4084 4088 rBV 118 105 0.02% 0.002%
84 14.571 4111 4115 4116 rBV 577 370 0.07% ©0.008%
85 14.703 4153 4156 4162 rBV 212 136 ©0.03% 0.003%
86 14.774 4173 4178 4185 rVB 233 258 0.05% 0.005%
87 14.954 4232 4234 4240 rVB2 247 183 0.04% 0.004%
88 14.983 4240 4243 4248 rVB 138 99 0.02% 0.002%
89 15.230 4317 4320 4321 rBV 230 129 0.03% 0.003%
90 15.282 4333 4336 4338 rBV2 235 146 0.03% 0.003%
91 15.433 4381 4383 4388 rVB2 222 167 ©0.03% 0.004%
92 15.462 4388 4392 4400 rBV2 235 262 0.05% 0.006%
93 15.520 4406 4410 4412 rBV2 210 131 0.03% 0.003%
94 15.616 4437 4440 4448 rBV2 199 301 ©0.06% 0.006%
95 15.690 4460 4463 4469 rBV2 205 219 0.04% 0.005%
96 15.732 4472 4476 4481 rBV2 260 378 0.07% 0.008%
97 15.796 4493 4496 4500 rBV2 171 187 ©0.04% 0.004%
98 16.391 4678 4681 4682 rBV2 252 126 0.02% 0.003%
99 17.201 4930 4933 4935 rBV2 523 317 0.06% 0.007%
100 17.336 4973 4975 4980 rBV3 475 476 0.09% 0.010%
Sum of corrected areas: 4730103
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Abundance

250000

200000

150000

100000

50000

o

Time-->

Abundance

250000

200000

150000

100000

50000

12

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\

: VUe46494.D

: 19 Dec 2021 15:01
: SY/MD

: M5062-13MEDL 20X

: 6.12g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
Sample Multiplier: 1

: VOC Analysis

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

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46494.D

Acqg On : 19 Dec 2021 15:01

Operator : SY/MD

Sample : M5062-13MEDL 20X

Misc : 6.12g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  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\VU121921\
Data File : VU@46494.D

Acqg On : 19 Dec 2021 15:01

Operator : SY/MD

Sample : M5062-13MEDL 20X

Misc : 6.12g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12  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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