LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59531.D

Acqg On : 26 Jun 2024 18:03

Operator : MD/SY

Sample : P2987-04ME

Misc : 4.95g/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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59531.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 94 120 rVB 40333 74605 12.35%  1.544%
2 2.531 376 386 403 rVB 109179 182010 30.13% 3.766%
3 2.827 476 478 482 rBV2 400 192 0.03% 0.004%
4 3,027 530 540 549 rBV3 5041 10517 1.74% 0.218%
5 3.165 577 583 597 rBV4 897 2176 0.36% 0.045%
6 3.248 605 609 611 rBvV2 274 177 0.03% 0.004%
7 3.435 663 667 673 rBv2 216 262 0.04% 0.005%
8 3.670 730 740 744 rBV3 640 995 0.16% 0.021%
9 3.686 744 745 749 rVwV2 315 146 0.02% 0.003%
16 3.718 753 755 758 rBV 151 104 0.02% 0.002%
11 3.898 808 811 815 rVB2 195 157 ©0.03% 0.003%
12 4.017 847 848 850 rVB 202 74 0.01% 0.002%
13 4.091 868 871 877 rBvV2 108 107 0.02% 0.002%
14 4.120 877 880 883 rBV2 182 126  0.02% ©0.003%
15 4.219 906 911 913 rBV2 136 159 0.03% 0.003%
16 4.303 935 937 943 rVB 209 173 0.03% 0.004%
17 4.416 968 972 975 rBV2 145 137 0.02% 0.003%
18 4.464 984 987 991 rBV2 123 104 0.02% 0.002%
19 4.625 1028 1037 1077 rBV 46058 144013 23.84% 2.980%
20 4.978 1144 1147 1149 rVB2 257 126 0.02% 0.003%
21  4.994 1150 1152 1154 rVB 515 168 ©0.03% 0.003%
22 5.052 1154 1170 1194 rBV 97846 222466 36.83% 4.604%
23 5.194 1210 1214 1216 rVB2 343 205 0.03% 0.004%
24  5.242 1225 1229 1231 rBV2 209 146 0.02% 0.003%
25 5.364 1264 1267 1270 rVB 141 79 0.01% 0.002%
26 5.396 1275 1277 1279 rBV 122 78 0.01% 0.002%
27 5.480 1298 1303 1306 rBV2 242 280 0.05% 0.006%
28 5.528 1315 1318 1320 rBV2 280 186 ©0.03% 0.004%
29 5.644 1350 1354 1356 rBv2 119 82 0.01% 0.002%
30 5.711 1356 1375 1403 rBV2 215292 567984 94.02% 11.754%
31 5.914 1436 1438 1441 rVB 273 180 ©0.03% 0.004%
32 5.933 1441 1444 1445 rBV 184 106 0.02% 0.002%
33 5.975 1449 1457 1458 rBV4 1511 1523 0.25% 0.032%
34 6.039 1475 1477 1479 rBV 254 114 0.02% 0.002%
35 6.174 1514 1519 1525 rBvV2 260 317 0.05% 0.007%

36 6.239 1527 1539 1566 rBV 238150 472614 78.23% 9.780%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59531.D

Acqg On : 26 Jun 2024 18:03

Operator : MD/SY

Sample : P2987-04ME

Misc : 4.95g/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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 6.406 1589 1591 1595 rvB3 375 233  0.04% 0.005%
38 6.496 1616 1619 1621 rBvV2 195 116 ©0.02% 0.002%
39 6.525 1621 1628 1640 rVB9 2357 4352 0.72% 0.090%
40 6.596 1640 1650 1663 rBv4 2592 5380 0.89% 0.111%
41 6.682 1664 1677 1704 rVV2 126801 253152 41.91% 5.239%
42 6.776 1704 1706 1710 rVB2 297 170 0.03% 0.004%
43 6.798 1710 1713 1715 rBV 232 148 0.02% 0.003%
44 6.866 1730 1734 1738 rBvV2 154 169 ©0.03% 0.003%
45  6.901 1742 1745 1749 rBV 202 141 0.02% 0.003%
46 6.923 1749 1752 1755 rBvV2 139 94 0.02% 0.002%
47  7.187 1831 1834 1835 rBvV2 378 223  0.04% 0.005%
48 7.258 1854 1856 1861 rBvV2 232 229 0.04% 0.005%
49 7.316 1871 1874 1875 rBV 181 84 0.01% 0.002%
50 7.428 1905 1909 1912 rBV 165 141 0.02% 0.003%
51 7.470 1919 1922 1924 rBV 168 139 0.02% 0.003%
52 7.560 1938 1950 1967 rBV 66359 118896 19.68% 2.460%
53 7.743 2004 2007 2011 rvVB3 200 165 ©0.03% 0.003%
54 7.772 2011 2016 2018 rBV 118 129 0.02% 0.003%
55 7.891 2040 2053 2073 rBV 243101 427730 70.80%  8.851%
56 8.068 2104 2108 2111 rVB2 351 264 0.04% 0.005%
57 8.087 2111 2114 2119 rBV2 245 269 0.04% 0.006%
58 8.113 2119 2122 2126 rVB2 205 151 ©0.02% ©0.003%
59 8.139 2126 2130 2131 rBV 174 98 0.02% 0.002%
60 8.174 2131 2141 2157 rW 44046 79785 13.21% 1.651%
61 8.232 2157 2159 2163 rVB2 506 294 0.05% 0.006%
62 8.345 2191 2194 2201 rVB3 379 401 0.07% 0.008%
63 8.412 2212 2215 2218 rVB 180 112 0.02% 0.002%
64  8.464 2225 2231 2237 rBV2 342 579 0.10% 0.012%
65 8.518 2243 2248 2251 rBV2 187 160 ©0.03% 0.003%
66  8.541 2251 2255 2257 rBV2 138 106 0.02% ©0.002%
67 8.570 2261 2264 2265 rBV 165 105 ©0.02% 0.002%
68 8.637 2273 2285 2319 rBV 141462 311958 51.64% 6.456%
69 8.878 2358 2360 2362 rBV2 185 108 0.02% 0.002%
70 8.936 2376 2378 2383 rVB2 195 147 0.02% 0.003%
71  9.412 2513 2526 2553 rBV 348648 604101 100.00% 12.501%
72 10.226 2772 2779 2782 rBV2 396 412 0.07% 0.009%
73 10.290 2793 2799 2801 rBV 295 269 0.04% 0.006%
74 10.332 2808 2812 2816 rBV2 173 167 ©0.03% 0.003%
75 10.354 2816 2819 2821 rVV 220 117 0.02% 0.002%
76 10.547 2877 2879 2882 rBV2 193 134 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59531.D

Acqg On : 26 Jun 2024 18:03

Operator : MD/SY

Sample : P2987-04ME

Misc : 4.95g/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\SFAMULMO52924WMA .M
Title : VOC Analysis
77 10.595 2891 2894 2895 rBV 158 100 0.02% 0.002%
78 10.621 2897 2902 2908 rVB2 845 1078 0.18% 0.022%
79 10.650 2908 2911 2913 rBV 234 173 0.03% 0.004%
80 10.753 2930 2943 2962 rBV 206692 347279 57.49% 7.186%
81 10.878 2978 2982 2983 rBV 365 251 0.04% 0.005%
82 10.959 3004 3007 3010 rBV2 227 174 0.03% 0.004%
83 11.052 3034 3036 3038 rBV 335 198 0.03% 0.004%
84 11.254 3096 3099 3101 rBV2 279 202 0.03% 0.004%
85 11.312 3113 3117 3125 rVB4 628 786 0.13% 0.016%
86 11.341 3125 3126 3130 rBV 197 134 0.02% 0.003%
87 11.361 3130 3132 3135 rVVv2 394 250 0.04% 0.005%
88 11.377 3135 3137 3139 rVWV2 576 391 0.06% 0.008%
89 11.409 3141 3147 3157 rVB4 4048 5814 0.96% 0.120%
990 11.470 3164 3166 3168 rBV2 314 171 0.03% 0.004%
91 11.570 3195 3197 3202 rBV3 300 187 ©0.03% 0.004%
92 11.698 3234 3237 3238 rBV 335 202 0.03% 0.004%
93 11.759 3254 3256 3258 rVB 337 141 0.02% 0.003%
94 11.808 3258 3271 3289 rBV 347229 562672 93.14% 11.644%
95 12.026 3335 3339 3344 rBV2 334 417 0.07% 0.009%
96 12.190 3377 3390 3421 rBV 255244 416688 68.98% 8.623%
97 12.505 3486 3488 3491 rBV2 269 157 ©0.03% 0.003%
98 12.952 3625 3627 3629 rBV 288 136 ©0.02% 0.003%
99 13.361 3751 3754 3759 rBV2 363 266 0.04% 0.006%
100 14.100 3982 3984 3986 rBvV 384 234 0.04% 0.005%
Sum of corrected areas: 4832417
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59531.D

Acqg On : 26 Jun 2024 18:03

Operator : MD/SY

Sample : P2987-04ME

Misc : 4.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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

Abundance TIC: VU059531.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU062624\
Data File : VU@59531.D

Acqg On : 26 Jun 2024 18:03

Operator : MD/SY

Sample : P2987-04ME

Misc : 4.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 12  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\VU062624\
Data File : VU@59531.D

Acqg On : 26 Jun 2024 18:03

Operator : MD/SY

Sample : P2987-04ME

Misc : 4.95g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 12 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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