LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59093.D

Acqg On : 30 May 2024 14:50

Operator : MD/SY

Sample : P2623-04ME

Misc : 6.23g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59093.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 87 94 118 rVB 70542 99950 13.28% 1.700%
2 2.544 378 390 408 rVB 137909 229779 30.52% 3.909%
3  2.673 427 430 438 rVB3 565 772 0.10% 0.013%
4 2.708 438 441 443 rBV 399 250 0.03% 0.004%
5 3.030 533 541 558 rvB4 3720 6737 ©0.89% 0.115%
6 3.113 563 567 569 rBV 251 175 0.02% 0.003%
7 3.171 577 585 600 rVB3 5550 11960 1.59% 0.203%
8 3.325 630 633 636 rvVB2 237 161 ©0.02% ©0.003%
9 3.345 636 639 643 rBv 422 391 0.05% 0.007%
106 3.403 653 657 660 rVB2 203 166 0.02% ©0.003%
11  3.419 660 662 665 rBv 136 95 0.01% 0.002%
12 3.631 725 728 730 rBvV 189 136 0.02% 0.002%
13 3.663 736 738 741 rVB3 223 125 0.02% 0.002%
14 3.679 741 743 746 rBV 254 147 0.02% ©0.003%
15 3.734 758 760 763 rBV 130 102 0.01% 0.002%
16 3.978 833 836 839 rBV2 261 217 0.03% 0.004%
17 4.013 845 847 849 rBV 205 63 0.01% 0.001%
18 4.042 853 856 861 rBv2 290 376 0.05% 0.006%
19 4.193 900 903 904 rBV 218 105 0.01% 0.002%
20 4.213 904 909 911 rwv2 179 181 0.02% 0.003%
21  4.309 938 939 940 rBv2 152 45 0.01% 0.001%
22 4,325 941 944 945 rBV 167 100 0.01% 0.002%
23 4.425 971 975 979 rBV 273 291 0.04% 0.005%
24  4.615 1025 1034 1070 rBV 60305 181851 24.15%  3.094%
25  4.972 1143 1145 1147 rBV 213 136 ©0.02% 0.002%
26 5.049 1156 1169 1197 rVB 130968 292414 38.84% 4.975%
27 5.200 1215 1216 1218 rVB 246 74 0.01% 0.001%
28 5.226 1222 1224 1225 rBV 138 32 0.00% 0.001%
29 5.271 1235 1238 1242 rBV 220 172 0.02% 0.003%
30 5.293 1242 1245 1248 rVV2 260 163 0.02% 0.003%
31 5.367 1267 1268 1271 rVB 150 78 0.01% 0.001%
32 5.386 1271 1274 1275 rBV 175 102 0.01% 0.002%
33 5.418 1283 1284 1286 rBV 14 5 ©0.00% 0.000%
34 5.435 1286 1289 1290 rBV 161 101 0.01% 0.002%
35 5.444 1290 1292 1295 rVB 176 53 0.01% 0.001%
36 5.460 1295 1297 1298 rBV 119 45 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59093.D

Acqg On : 30 May 2024 14:50

Operator : MD/SY

Sample : P2623-04ME

Misc : 6.23g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 5.486 1302 1305 1309 rBvV2 129 109 0.01% 0.002%
38 5.544 1318 1323 1327 rBvV2 172 219 0.03% 0.004%
39 5.595 1336 1339 1341 rBv2 296 183 0.02% 0.003%
40 5.711 1354 1375 1400 rBV2 277928 752878 100.00% 12.808%
41  5.910 1433 1437 1440 rBvV2 283 235 0.03% 0.004%
42 5.936 1442 1445 1448 rBvV2 272 188 0.02% 0.003%
43 5.965 1448 1454 1455 rBV3 1572 1452 0.19% 0.025%
44  6.152 1508 1512 1513 rBvV2 232 162 ©0.02% 0.003%
45  6.238 1527 1539 1565 rBV 266940 511889 67.99% 8.709%
46  6.435 1598 1600 1602 rBV 141 73 0.01% 0.001%
47 6.470 1608 1611 1612 rBV 184 99 0.01% 0.002%
48 6.525 1619 1628 1638 rVB8 6026 11424 1.52% 0.194%
49 6.599 1639 1651 1663 rBV6 2653 5397 0.72% 0.092%
50 6.682 1664 1677 1698 rBV 171704 341521 45.36% 5.810%
51 6.814 1716 1718 1721 rBV2 239 125 0.02% 0.002%
52 6.840 1725 1726 1728 rBV 191 47 0.01% 0.001%
53 6.930 1750 1754 1756 rBvV2 228 167 ©0.02% 0.003%
54 7.007 1776 1778 1783 rBvV2 194 145 0.02% 0.002%
55 ~ 7.197 1833 1837 1838 rBV 429 327 0.04% 0.006%
56 7.354 1884 1886 1887 rBV2 154 84 0.01% 0.001%
57 7.409 1900 1903 1907 rBV 116 108 0.01% 0.002%
58 7.560 1938 1950 1973 rVB 89065 160694 21.34% 2.734%
59 7.669 1982 1984 1991 rBV2 212 215 0.03% 0.004%
60 7.830 2033 2034 2037 rVB 122 61 0.01% 0.001%
61 7.843 2037 2038 2040 rBV 238 113  0.02% 0.002%
62 7.891 2040 2053 2076 rBV 318562 558490 74.18% 9.501%
63 8.039 2096 2099 2106 rVB3 553 566 ©0.08% 0.010%
64 8.074 2107 2110 2113 rVB 637 416 0.06% 0.007%
65 8.094 2113 2116 2117 rBV 306 152 0.02% 0.003%
66 8.174 2131 2141 2164 rBV3 59201 110849 14.72% 1.886%
67 8.306 2179 2182 2184 rBV2 227 163 0.02% 0.003%
68 8.344 2191 2194 2203 rBV2 368 416 0.06% 0.007%
69 8.460 2224 2230 2231 rBV 584 458 0.06% 0.008%
70 8.521 2244 2249 2251 rBV2 181 175 0.02% 0.003%
71 8.637 2273 2285 2316 rBV 156387 377542 50.15% 6.423%
72 9.068 2413 2419 2423 rBV2 360 503 0.07% 0.009%
73 9.129 2433 2438 2443 rBv2 352 361 0.05% 0.006%
74  9.164 2443 2449 2451 rBV2 235 303 0.04% 0.005%
75 9.229 2465 2469 2474 rBV 248 290 0.04% 0.005%

76  9.412 2513 2526 2553 rBV 388542 672336 89.30% 11.438%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59093.D

Acqg On : 30 May 2024 14:50

Operator : MD/SY

Sample : P2623-04ME

Misc : 6.23g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 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\SFAMULMO52924WMA .M
Title : VOC Analysis

77  9.695 2607 2614 2623 rBV2 1320 2036 0.27% 0.035%
78 9.807 2646 2649 2651 rBV2 192 145 0.02% 0.002%
79 9.859 2661 2665 2668 rBV2 194 171  0.02% 0.003%
80 9.955 2691 2695 2699 rBV2 343 339 0.05% 0.006%
81 10.010 2709 2712 2720 rBV2 267 353 0.05% 0.006%
82 10.447 2837 2848 2851 rBV 406 624 0.08% 0.011%
83 10.486 2854 2860 2867 rVV2 274 431 0.06% ©0.007%
84 10.518 2867 2870 2876 rBV2 240 237 0.03% 0.004%
85 10.621 2899 2902 2905 rVB2 295 201 ©0.03% 0.003%
86 10.643 2905 2909 2913 rVB 339 290 0.04% 0.005%
87 10.672 2913 2918 2921 rBV2 285 324 0.04% 0.006%
88 10.701 2925 2927 2931 rBV2 187 146 0.02% 0.002%
89 10.753 2931 2943 2968 rVV 247769 414283 55.03% 7.048%
90 10.881 2980 2983 2990 rVB2 383 292 0.04% 0.005%
91 11.142 3062 3064 3067 rBV 166 104 0.01% 0.002%
92 11.621 3211 3213 3215 rBV 199 124 0.02% 0.002%
93 11.701 3235 3238 3241 rBV2 246 215 0.03% 0.004%
94 11.807 3259 3271 3290 rBV 376729 613564 81.50% 10.438%
95 12.190 3376 3390 3416 rBV 298909 504611 67.02%  8.585%
96 12.386 3448 3451 3454 rBV 316 262 0.03% 0.004%
97 12.573 3502 3509 3511 rBV2 357 415 0.06% 0.007%
98 12.952 3624 3627 3630 rBV2 310 250 0.03% 0.004%
99 13.409 3768 3769 3770 rBV 397 79 0.01% 0.001%

Sum of corrected areas: 5877981
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU053024\
Data File : VU@59093.D

Acqg On : 30 May 2024 14:50

Operator : MD/SY

Sample : P2623-04ME

Misc : 6.23g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .M
: VOC Analysis

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

Abundance TIC: VU059093.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU053024\
Data File : VU@59093.D

Acqg On : 30 May 2024 14:50

Operator : MD/SY

Sample : P2623-04ME

Misc : 6.23g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.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@53024\
Data File : VU@59093.D

Acqg On : 30 May 2024 14:50

Operator : MD/SY

Sample : P2623-04ME

Misc : 6.23g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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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