LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71524\
Data File : VU@59956.D

Acqg On : 15 Jul 2024 17:06

Operator : MD/SY

Sample : P3230-01MEDL 1600X

Misc : 4.97g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULMO70224WMA .M
Title : VOC Analysis

Signal : TIC: VU@59956.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.595 88 95 116 rVB 62544 79418 10.42% 1.360%
2 1.904 184 191 207 rVB 48242 70026 9.19% 1.199%
3 2.557 382 394 413 rBV 104767 172046 22.57% 2.946%
4 2,959 515 519 521 rBV2 221 174 0.02% ©0.003%
5 3.039 536 544 556 rvB3 1806 3135 0.41% 0.054%
6 3.177 574 587 599 rBV2 5194 10806 1.42% 0.185%
7 3.322 627 632 638 rBv2 206 264 0.03% 0.005%
8 3.457 670 674 676 rBV 91 59 0.01% 0.001%
9 3.473 676 679 681 rVB 174 97 0.01% 0.002%
106 3.489 681 684 689 rBv2 220 209 0.03% 0.004%
11 3.560 703 706 708 rBV 136 75 0.01% 0.001%
12 3.602 716 719 721 rBV 176 97 0.01% 0.002%
13 3.650 731 734 739 rBvV2 146 117 0.02% 0.002%
14 3.679 740 743 745 rBV 173 108 0.01% 0.002%
15 3.827 785 789 793 rVB2 143 120 0.02% 0.002%
16 3.853 794 797 800 rBV 145 116 ©0.02% 0.002%
17 3.936 818 823 833 rBV2 234 362 0.05% 0.006%
18 4.004 840 844 849 rBv2 122 117 0.02% 0.002%
19 4.042 853 856 862 rVB 170 179 0.02% 0.003%
20 4.071 862 865 867 rBv2 150 82 0.01% 0.001%
21  4.174 894 897 899 rBv2 106 76 0.01% 0.001%
22 4.277 926 929 930 rBV 125 61 0.01% 0.001%
23 4.290 930 933 935 rVwvw2 98 69 0.01% 0.001%
24  4.386 957 963 967 rBV 258 215 0.03% 0.004%
25 4.508 998 1001 1005 rBV 211 147 0.02% 0.003%
26 4.547 1010 1013 1015 rBV 74 40 0.01% 0.001%
27 4.618 1025 1035 1071 rBV 70927 189151 24.81%  3.239%
28 5.055 1156 1171 1195 rBV 109172 243011 31.87% 4.161%
29 5.219 1219 1222 1227 rVB3 265 222 0.03% 0.004%
30 5.271 1235 1238 1241 rBV 217 132 0.02% 0.002%
31 5.290 1241 1244 1248 rBV2 380 317 0.04% 0.005%
32 5.380 1270 1272 1275 rVB2 92 47 0.01% 0.001%
33 5.399 1275 1278 1281 rBV2 109 102 0.01% 0.002%
34 5.425 1282 1286 1288 rBvV2 187 134 0.02% 0.002%
35 5.496 1304 1308 1310 rBvV2 204 137 0.02% 0.002%
36 5.512 1310 1313 1317 rVB2 209 164 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71524\
Data File : VU@59956.D

Acqg On : 15 Jul 2024 17:06

Operator : MD/SY

Sample : P3230-01MEDL 1600X

Misc : 4.97g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  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\SFAMULMO70224WMA .M
Title : VOC Analysis
37 5.534 1317 1320 1326 rVB 124 109 0.01% 0.002%
38 5.560 1326 1328 1330 rBvV2 100 57 0.01% 0.001%
39 5.579 1330 1334 1337 rBv2 173 138 0.02% 0.002%
40 5.595 1337 1339 1341 rBV 95 38 0.00% 0.001%
41 5.640 1350 1353 1356 rVB 154 91 0.01% 0.002%
42 5.717 1357 1377 1409 rBV2 215175 593930 77.90% 10.170%
43 5.952 1446 1450 1452 rBV2 184 133 0.02% 0.002%
44 6.004 1462 1466 1472 rBV 344 456 0.06% ©0.008%
45  6.052 1479 1481 1483 rBV 171 44 0.01% 0.001%
46 6.116 1499 1501 1507 rVB2 208 99 0.01% 0.002%
47  6.245 1528 1541 1566 rBV 255462 495398 64.98%  8.483%
48 6.541 1623 1633 1648 rVV6 8975 18166  2.38% 0.311%
49 6.605 1650 1653 1657 rVB 266 183 0.02% 0.003%
50 6.685 1665 1678 1696 rBV 140139 274702 36.03% 4.704%
51 6.865 1729 1734 1736 rBvV2 153 134 0.02% 0.002%
52 6.881 1736 1739 1742 rVB2 129 85 0.01% 0.001%
53 7.013 1777 1780 1782 rBV2 199 126 0.02% 0.002%
54 7.113 1809 1811 1812 rBV2 86 41 0.01% 0.001%
55  7.155 1818 1824 1827 rBV 303 248 0.03% 0.004%
56 7.200 1834 1838 1840 rBV2 387 328 0.04% 0.006%
57 7.354 1884 1886 1888 rBV 107 51 ©0.01% 0.001%
58 7.563 1939 1951 1974 rBV 68154 123861 16.25% 2.121%
59 7.814 2027 2029 2033 rVB 133 76 0.01% 0.001%
60 7.894 2041 2054 2072 rBV 237788 417207 54.72% 7.144%
61 8.090 2110 2115 2118 rBV2 500 492 0.06% ©0.008%
62 8.177 2132 2142 2167 rBV2 47180 82384 10.81% 1.411%
63 8.454 2226 2228 2231 rBV2 204 180 0.02% 0.003%
64  8.550 2244 2258 2273 rBV 455858 762395 100.00% 13.054%
65 8.630 2273 2283 2312 rVB 186471 342743 44.96% 5.869%
66 9.274 2480 2483 2487 rBV 247 193 0.03% 0.003%
67 9.315 2492 2496 2499 rBV 216 195 ©0.03% 0.003%
68  9.415 2514 2527 2549 rBV 383312 635429 83.35% 10.880%
69 9.637 2591 2596 2599 rBV 290 283 0.04% 0.005%
70 9.772 2633 2638 2641 rBv2 262 257 0.03% 0.004%
71 9.994 2702 2707 2711 rBV2 184 186 ©0.02% 0.003%
72 10.344 2813 2816 2820 rBV2 179 176 0.02% 0.003%
73 10.396 2828 2832 2835 rBV 190 172 0.02% 0.003%
74 10.441 2844 2846 2850 rBV 179 123  0.02% 0.002%
75 10.753 2931 2943 2961 rBV 230779 375686 49.28% 6.433%
76 11.492 3170 3173 3176 rBV2 289 238 0.03% 0.004%
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs :

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71524\
: VUB59956.D

: 15 Jul 2024 17:06

: MD/SY

: P3230-01MEDL 1600X

: 4.97g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

: 23 Sample Multiplier: 1
Parameters: LSCINT.P
RTE
OFF Filtering: 5
H Min Area:
0.2 Max Peaks: 100
0 Peak Location: TOP

Peak separation: 5

Method
Title

77
78
79
80

11.601
11.746
11.810

12.013

81
82
83

12.190
12.447
13.142

: VOC Analysis
3204 3207 3208 rBV 136 71 0.01%
3249 3252 3255 rBV 387 258 0.03%
3259 3272 3300 rBV 329384 539420 70.75%
3333 3335 3338 rBV2 275 197 0.03%
3378 3390 3411 rBV 243510 401186 52.62%
3466 3470 3473 rVB2 353 272 0.04%
3683 3686 3690 rBV2 342 304 0.04%
Sum of corrected areas: 5840173
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071524\
Data File : VU@59956.D

Acqg On : 15 Jul 2024 17:06

Operator : MD/SY

Sample : P3230-01MEDL 1600X

Misc : 4.97g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU059956.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071524\
Data File : VU@59956.D

Acqg On : 15 Jul 2024 17:06

Operator : MD/SY

Sample : P3230-01MEDL 1600X

Misc : 4.97g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA.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\VU071524\
Data File : VU@59956.D

Acqg On : 15 Jul 2024 17:06

Operator : MD/SY

Sample : P3230-01MEDL 1600X

Misc : 4.97g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO70224WMA .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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