LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11022\
Data File : VU@46717.D

Acqg On : 10 Jan 2022 16:13

Operator : SY/MD

Sample : N1053-26ME

Misc : 5.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULMO10522WMA .M
Title : VOC Analysis

Signal : TIC: VU@46717.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 73 82 107 rBV 87978 150457 12.40% 1.484%
2 1.919 166 180 221 rVB 59051 146623 12.08% 1.446%
3 2.096 229 235 242 rBv4 798 1184 0.10% 0.012%
4 2.147 243 251 253 rBV3 741 956 ©0.08% 0.009%
5 2.208 267 270 273 rBvV2 631 318 ©0.03% 0.003%
6 2.234 273 278 280 rBv4 526 5706 ©0.05% 0.006%
7 2.559 367 379 395 rBV 217145 356127 29.35%  3.512%
8 2.771 443 445 447 rBV 277 139 0.01% 0.001%
9 2.845 465 468 471 rBV 184 125 0.01% 0.001%
106 2.967 500 506 511 rBV2 340 623 0.05% 0.006%
11  2.993 512 514 519 rVB 308 198 ©0.02% 0.002%
12 3.044 524 530 537 rW3 636 973 0.08% 0.010%
13  3.096 543 546 549 rBV 165 160 0.01% 0.002%
14 3.182 561 573 593 rBV2 7270 17449 1.44% 0.172%
15 3.256 593 596 599 rw2 168 137 0.01% 0.001%
16 3.453 654 657 661 rBV 166 192 0.02% 0.002%
17 3.861 777 784 785 rBV2 739 623 0.05% 0.006%
18 4.665 1016 1034 1090 rBV 59285 348182 28.70%  3.433%
19 5.067 1143 1159 1186 rVB 218015 494719 40.77% 4.878%
20 5.160 1186 1188 1192 rVB 349 213 0.02% 0.002%
21 5.211 1202 1204 1208 rVB 270 180 0.01% 0.002%
22 5.292 1227 1229 1232 rBB 234 148 0.01% 0.001%
23 5.723 1343 1363 1395 rBV2 463560 1213387 100.00% 11.965%
24 5.861 1404 1406 1410 rVB 169 121 0.01% 0.001%
25 5.909 1419 1421 1422 rBV 242 133  0.01% 0.001%
26  5.983 1435 1444 1457 rBV7 2509 5533 0.46% 0.055%
27 6.031 1457 1459 1466 rVB2 572 506 0.04% 0.005%
28 6.250 1512 1527 1552 rBV 273937 527852 43.50% 5.205%
29 6.404 1573 1575 1577 rBB 250 118 0.01% 0.001%
30 6.542 1605 1618 1634 rBV 151335 284002 23.41%  2.800%
31 6.694 1650 1665 1693 rBV 272126 548570 45.21% 5.409%
32 6.796 1694 1697 1698 rBV2 563 205 0.02% 0.002%
33  6.813 1699 1702 1704 rVB2 332 200 0.02% 0.002%
34 6.938 1739 1741 1745 rBB 170 137 0.01% 0.001%
35 7.189 1812 1819 1823 rBV3 973 1290 0.11% 0.013%
36 7.234 1831 1833 1836 rBvV2 238 139 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11022\
Data File : VU@46717.D

Acqg On : 10 Jan 2022 16:13

Operator : SY/MD

Sample : N1053-26ME

Misc : 5.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULMO10522WMA .M
Title : VOC Analysis
37 7.285 1846 1849 1853 rBB 149 151 ©0.01% 0.001%
38 7.456 1899 1902 1905 rBV 150 157 0.01% 0.002%
39 7.568 1924 1937 1969 rBB 142995 285414 23.52% 2.814%
40 7.694 1969 1976 1986 rBV3 724 1681 0.14% 0.017%
41  7.796 1998 2008 2020 rBB3 1423 2464 0.20% 0.024%
42 7.899 2025 2040 2056 rBV 533126 976080 80.44% 9.625%
43  8.086 2095 2098 2100 rVB 226 131 0.01% 0.001%
44  8.185 2116 2129 2156 rBV 80574 199830 16.47% 1.970%
45  8.279 2156 2158 2161 rVvV 282 189 0.02% 0.002%
46 8.330 2171 2174 2176 rBV 166 137 0.01% 0.001%
47  8.472 2214 2218 2222 rBB2 340 303 0.02% 0.003%
48  8.555 2229 2244 2261 rBV 363167 621068 51.18% 6.124%
49 8.674 2261 2281 2313 rVV 296357 802192 66.11% 7.910%
50 8.874 2341 2343 2346 rVB 183 120 0.01% 0.001%
51 8.893 2346 2349 2354 rBV 133 182 0.01% 0.002%
52 8.928 2356 2360 2361 rVvv2 280 214 0.02% 0.002%
53 8.948 2362 2366 2370 rvB3 456 433 0.04% 0.004%
54  9.321 2477 2482 2485 rBB 165 180 0.01% 0.002%
55  9.353 2486 2492 2495 rBV 182 272 0.02% 0.003%
56 9.427 2500 2515 2538 rBV 327765 683154 56.30% 6.736%
57 9.575 2555 2561 2564 rBvV2 836 962 0.08% 0.009%
58 9.697 2590 2599 2610 rvB2 3080 5258 0.43% 0.052%
59 9.742 2610 2613 2619 rBB 150 199 0.02% 0.002%
60 9.835 2639 2642 2645 rBV 159 165 ©0.01% 0.002%
61 9.947 2674 2677 2681 rBV 156 183 0.02% 0.002%
62 10.111 2718 2728 2735 rVB3 1206 1917 0.16% 0.019%
63 10.176 2742 2748 2751 rBV 171 252 0.02% 0.002%
64 10.269 2774 2777 2780 rBV 118 126 0.01% ©0.001%
65 10.382 2808 2812 2816 rBB 192 180 0.01% 0.002%
66 10.671 2894 2902 2909 rVB4 2009 2788 0.23% 0.027%
67 10.771 2918 2933 2951 rVB 461519 755492 62.26% 7.449%
68 10.867 2959 2963 2967 rBV2 353 328 0.03% 0.003%
69 10.890 2967 2970 2977 rVV3 330 374 0.03% 0.004%
70 10.970 2992 2995 2998 rBV 126 118 0.01% 0.001%
71 11.057 3020 3022 3025 rBV 146 132  0.01% 0.001%
72 11.092 3031 3033 3035 rBV 199 123 0.01% 0.001%
73 11.118 3035 3041 3049 rVv4 1038 1323  0.11% 0.013%
74 11.359 3109 3116 3117 rBV 149 203 0.02% 0.002%
75 11.465 3139 3149 3158 rBV4 1129 2207 0.18% 0.022%
76 11.693 3215 3220 3226 rBV3 1006 1012 ©0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11022\
Data File : VU@46717.D

Acqg On : 10 Jan 2022 16:13

Operator : SY/MD

Sample : N1053-26ME

Misc : 5.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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\SFAMULMO10522WMA .M
Title : VOC Analysis
77 11.719 3226 3228 3232 rVB 239 185 0.02% 0.002%
78 11.742 3232 3235 3237 rBV 138 117 0.01% 0.001%
79 11.819 3245 3259 3275 rBV 440343 676673 55.77% 6.672%
80 11.944 3291 3298 3301 rVvv2 644 757 0.06% 0.007%
81 11.973 3303 3307 3315 rVB3 1271 1483 0.12% 0.015%
82 12.198 3360 3377 3396 rBV 634049 1008350 83.10% 9.943%
83 12.639 3510 3514 3516 rBV2 151 119 0.01% 0.001%
84 12.774 3552 3556 3562 rBV2 333 343 0.03% 0.003%
85 12.806 3563 3566 3572 rBV 98 116 ©0.01% 0.001%
86 13.143 3668 3671 3674 rVB2 203 116 ©0.01% 0.001%
87 13.661 3827 3832 3835 rBV 157 147 0.01% 0.001%
88 13.848 3887 3890 3897 rVB 179 120 0.01% 0.001%
89 14.529 4099 4102 4109 rVB 144 129 0.01% 0.001%
990 14.574 4109 4116 4118 rBV 661 670 0.06% 0.007%
91 14.986 4242 4244 4247 rVB 216 122 0.01% 0.001%
92 15.237 4317 4322 4328 rBV2 230 294 0.02% 0.003%
93 15.343 4350 4355 4359 rBV2 150 186 ©0.02% 0.002%
94 15.436 4380 4384 4387 rVB2 259 196 ©0.02% 0.002%
95 15.468 4391 4394 4396 rBV 191 129 0.01% 0.001%
96 15.529 4410 4413 4417 rBV 161 185 0.02% 0.002%
97 15.635 4441 4446 4449 rBV2 291 269 0.02% 0.003%
98 15.854 4512 4514 4519 rBV2 213 215 0.02% 0.002%
99 16.179 4613 4615 4617 rBV2 223 136 0.01% 0.001%
100 16.671 4765 4768 4772 rBV2 307 276 0.02% 0.003%
Sum of corrected areas: 10141516
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011022\
Data File : VU@46717.D

Acqg On : 10 Jan 2022 16:13

Operator : SY/MD

Sample : N1e53-26ME

Misc : 5.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046717.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011022\
Data File : VU@46717.D

Acqg On : 10 Jan 2022 16:13

Operator : SY/MD

Sample : N1e53-26ME

Misc : 5.87g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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\VU011022\
Data File : VU@46717.D

Acqg On : 10 Jan 2022 16:13

Operator : SY/MD

Sample : N1053-26ME

Misc : 5.87g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10522WMA.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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