LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71522\
Data File : VU@49742.D

Acqg On : 15 Jul 2022 17:22

Operator : SY/MD

Sample : N3679-14ME

Misc : 6.46g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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\SFAMULMO71122WMA.M
Title : VOC Analysis

Signal : TIC: VU@49742.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 39 44 49 rBV3 2204 2203 0.11% 0.016%
2 1.514 49 54 66 rvB2 2708 3735 0.19% 0.027%
3 1.594 70 79 87 rBV 101542 148233 7.48% 1.082%
4 1.883 163 169 177 rBV 72936 97690 4.93% 0.713%
5 2.527 356 369 388 rVB 317623 510779 25.77% 3.727%
6 2.597 388 391 392 rBV 396 231 0.01% ©0.002%
7 2.642 401 405 409 rBvV4 1123 1249 0.06% 0.009%
8 2.916 487 490 491 rBV 276 137 0.01% 0.001%
9 2.954 497 502 506 rBv3 445 510 0.03% 0.004%
106 3.028 515 525 540 rBV3 6127 12090 0.61% ©0.088%
11  3.179 558 572 584 rBV3 4799 11328 ©.57% ©0.083%
12 3.658 717 721 722 rBV2 490 274 0.01% 0.002%
13 4.530 989 992 996 rBv2 209 181 0.01% 0.001%
14 4.636 1012 1025 1069 rBV 227193 752989 38.00% 5.494%
15 4.903 1106 1108 1115 rVB2 657 476 0.02% 0.003%
16 5.060 1139 1157 1185 rBV 375873 857278 43.26% 6.255%
17 5.195 1196 1199 1203 rBV3 216 211 0.01% 0.002%
18 5.282 1221 1226 1227 rBV2 663 383 0.02% 0.003%
19 5.340 1241 1244 1247 rBV 236 151 0.01% 0.001%
20 5.369 1247 1253 1260 rVV4 769 975 0.05% 0.007%
21 5.481 1282 1288 1292 rBV2 422 492 0.02% 0.004%
22 5.565 1311 1314 1316 rBV 213 142 0.01% 0.001%
23 5.716 1340 1361 1391 rVV2 771603 1981789 100.00% 14.459%
24  5.980 1431 1443 1458 rBV3 7737 18220 0.92% 0.133%
25 6.118 1482 1486 1490 rVV3 235 228 0.01% 0.002%
26 6.243 1510 1525 1546 rW 227398 447729 22.59% 3.267%
27 6.523 1603 1612 1627 rVV5 9467 17232 0.87% 0.126%
28 6.597 1627 1635 1648 rVVv3 3077 6334 0.32% 0.046%
29 6.687 1648 1663 1687 rVV 492404 1002842 50.60% 7.317%
30 6.800 1695 1698 1701 rBV4 712 430 0.02% 0.003%
31 6.854 1714 1715 1719 rVB 437 155 ©0.01% 0.001%
32 7.131 1798 1801 1807 rVB2 174 157 0.01% 0.001%
33 7.189 1807 1819 1825 rBV3 6769 13766 0.69% 0.100%
34 7.311 1853 1857 1862 rVB3 492 390 0.02% 0.003%
35 7.337 1862 1865 1867 rBV 274 151 ©0.01% 0.001%
36 7.427 1890 1893 1896 rBV2 231 213 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71522\
Data File : VU@49742.D

Acqg On : 15 Jul 2022 17:22

Operator : SY/MD

Sample : N3679-14ME

Misc : 6.46g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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\SFAMULMO71122WMA.M
Title : VOC Analysis
37 7.565 1923 1936 1961 rBV2 235402 440833 22.24%  3.216%
38 7.649 1961 1962 1964 rvV 529 211 0.01% 0.002%
39 7.694 1967 1976 1991 rVB3 4448 8951 0.45% 0.065%
40 7.764 1996 1998 2002 rBV 212 180 0.01% 0.001%
41  7.896 2025 2039 2061 rBV 809418 1413948 71.35% 10.316%
42 7.993 2061 2069 2084 rVB6 4729 10692 0.54% 0.078%
43 8.179 2113 2127 2155 rW 155521 302347 15.26% 2.206%
44  8.298 2161 2164 2169 rVB2 411 318 0.02% 0.002%
45  8.340 2175 2177 2179 rBV 450 276 0.01% 0.002%
46 8.378 2187 2189 2193 rVB2 494 253 0.01% 0.002%
47  8.459 2213 2214 2220 rVB 215 168 ©0.01% 0.001%
48 8.568 2246 2248 2251 rBV 415 301 0.02% 0.002%
49 8.655 2257 2275 2309 rBV2 670441 1686849 85.12% 12.307%
50 8.800 2314 2320 2330 rVB5 3375 6296 0.32% 0.046%
51 8.883 2344 2346 2350 rvB2 427 245 0.01% ©0.002%
52 8.912 2353 2355 2359 rVB2 219 138 0.01% 0.001%
53 8.941 2360 2364 2367 rvv3 465 287 0.01% 0.002%
54  8.964 2367 2371 2372 rVwv3 205 171 0.01% 0.001%
55 9.015 2385 2387 2393 rvB2 286 186 ©0.01% 0.001%
56 9.047 2393 2397 2402 rBv2 258 274 0.01% 0.002%
57 9.185 2438 2440 2445 rVB 291 195 ©0.01% 0.001%
58 9.218 2445 2450 2456 rvVB2 286 293 0.01% 0.002%
59 9.288 2466 2472 2475 rBV2 316 404 0.02% 0.003%
60  9.420 2499 2513 2534 rBV 303642 552606 27.88% 4.032%
61 9.574 2558 2561 2562 rBV 292 166 ©0.01% 0.001%
62 9.690 2591 2597 2599 rBV3 478 470 0.02% 0.003%
63 9.706 2599 2602 2605 rVB 346 257 0.01% 0.002%
64 9.902 2660 2663 2667 rVB2 247 202 0.01% ©0.001%
65 9.928 2667 2671 2673 rBV2 293 274 0.01% 0.002%
66 10.073 2712 2716 2718 rBV 214 160 0.01% 0.001%
67 10.115 2724 2729 2731 rBV 301 266 0.01% 0.002%
68 10.246 2767 2770 2774 rBV 198 153 ©0.01% 0.001%
69 10.462 2835 2837 2846 rVB 264 255 0.01% 0.002%
70 10.542 2859 2862 2864 rBV2 234 171 0.01% 0.001%
71 10.645 2891 2894 2898 rBV4 425 351 ©0.02% 0.003%
72 10.684 2903 2906 2908 rBV2 268 174 0.01% 0.001%
73 10.761 2916 2930 2956 rBV 818866 1354632 68.35% 9.883%
74 11.073 3024 3027 3028 rBV2 261 164 0.01% 0.001%
75 11.118 3033 3041 3047 rVWV4 1581 1995 0.10% 0.015%
76 11.285 3090 3093 3097 rBV 264 278 0.01% ©0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71522\
Data File : VU@49742.D

Acqg On : 15 Jul 2022 17:22

Operator : SY/MD

Sample : N3679-14ME

Misc : 6.46g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 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\SFAMULMO71122WMA.M
Title : VOC Analysis
77 11.308 3097 3100 3102 rVVv2 251 139 0.01% 0.001%
78 11.369 3117 3119 3121 rBV 309 208 0.01% 0.002%
79 11.420 3132 3135 3140 rVB2 247 149 0.01% 0.001%
80 11.491 3153 3157 3161 rVB 304 216 ©0.01% 0.002%
81 11.562 3176 3179 3183 rBV2 303 242 0.01% 0.002%
82 11.584 3183 3186 3189 rVB 234 154 0.01% 0.001%
83 11.816 3244 3258 3271 rBV 322188 507685 25.62%  3.704%
84 11.989 3306 3312 3317 rVB3 348 456 0.02% 0.003%
85 12.137 3355 3358 3361 rBV2 186 150 0.01% 0.001%
86 12.195 3363 3376 3392 rBV 953610 1514874 76.44% 11.052%
87 12.394 3434 3438 3441 rBV2 520 456 0.02% 0.003%
88 12.410 3441 3443 3445 rBV2 272 156 ©0.01% 0.001%
89 12.816 3565 3569 3575 rBV2 313 256 0.01% 0.002%
90 13.025 3630 3634 3635 rBV 309 221 0.01% 0.002%
91 13.488 3775 3778 3781 rBB 277 153 ©0.01% 0.001%
92 13.822 3880 3882 3889 rvB2 341 300 0.02% 0.002%
93 13.854 3889 3892 3894 rBV2 415 225 0.01% 0.002%
94 13.989 3930 3934 3936 rBV 368 290 0.01% 0.002%
95 14.529 4100 4102 4105 rBV 286 164 0.01% 0.001%
96 14.664 4141 4144 4145 rBV 284 168 0.01% 0.001%
97 14.674 4145 4147 4151 rVv3 306 181 ©0.01% 0.001%
98 14.854 4201 4203 4205 rBV2 318 172 0.01% 0.001%
99 14.899 4211 4217 4220 rBV2 511 616 0.03% 0.004%
100 16.420 4687 4690 4697 rVB7 878 790 0.04% 0.006%
Sum of corrected areas: 13706184
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071522\
Data File : VU@49742.D

Acqg On : 15 Jul 2022 17:22

Operator : SY/MD

Sample : N3679-14ME

Misc : 6.46g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU049742.D\data.ms
800000 5.716
600000
6.687
400000 5.060
2.527
4.636 6.243
200000
1.594 1.883
L 25672 22088L8.179 ) . . . A6 5.98011 6.8%597
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60
Abundance TIC: VU049742.D\data.ms
12.1
7.896 10.761
800000
8.655
600000
400000
9.420 11.816
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200000 8.179
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Abundance TIC: VU049742.D\data.ms
800000
600000
400000
200000
0@23&4) 12.8163.025 13.488 18338334989 14.9206Q4148899 16.420
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T T T ‘ T T ‘ T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071522\
Data File : VU@49742.D

Acqg On : 15 Jul 2022 17:22

Operator : SY/MD

Sample : N3679-14ME

Misc : 6.46g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.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\VU@71522\
Data File : VU@49742.D

Acqg On : 15 Jul 2022 17:22

Operator : SY/MD

Sample : N3679-14ME

Misc : 6.46g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO71122WMA.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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