LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59247.D

Acqg On : 14 Jun 2024 15:00

Operator : MD/SY

Sample : P2775-12ME

Misc : 6.11g/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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59247.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.480 56 59 65 rvB3 2182 1856 ©.18% 0.022%
2 1.592 87 94 116 rVB 40050 68343 6.69% 0.826%
3 2.537 376 388 407 rVB 115921 187161 18.32% 2.261%
4 2.634 407 418 425 rBV4 1956 3406 ©0.33% 0.041%
5 2.763 452 458 467 rVvB3 1223 1836 ©0.18% 0.022%
6 2.804 468 471 474 rBV4 445 345 0.03% 0.004%
7 2.872 489 492 494 rBV2 364 299 0.03% 0.004%
8 2.907 501 503 505 rBv2 353 188 0.02% 0.002%
9 2.946 505 515 530 rvv 10998 21157 2.07% 0.256%
106 3.026 532 540 557 rVB2 5501 10995 1.08% 0.133%
11 3.097 558 562 563 rBvV3 506 314 0.03% 0.004%
12 3.174 572 586 599 rBvV 5804 14145 1.38% 0.171%
13 3.264 611 614 618 rvVB2 429 257 0.03% 0.003%
14 3.332 634 635 638 rVB3 401 179 0.02% 0.002%
15 3.364 642 645 648 rVB 390 265 0.03% 0.003%
16 3.435 663 667 670 rBv2 268 231 0.02% ©0.003%
17 3.512 687 691 699 rVB2 395 649 0.06% ©0.008%
18 3.550 699 703 705 rBv2 254 239 0.02% 0.003%
19 3.679 741 743 748 rBV 327 252 0.02% 0.003%
20 3.727 754 758 765 rBvV2 276 443 0.04% 0.005%
21 3.859 795 799 802 rBV2 237 202 0.02% 0.002%
22 3.898 807 811 813 rBV2 273 181 0.02% 0.002%
23 4.232 911 915 918 rBvV 214 182 0.02% 0.002%
24 4.377 957 960 966 rVB2 163 188 ©0.02% 0.002%
25 4.618 1024 1035 1077 rBV 130169 397799 38.95% 4.806%
26 5.049 1154 1169 1192 rVVW 164630 371046 36.33% 4.483%
27 5.180 1206 1210 1212 rBV3 362 298 0.03% 0.004%
28 5.325 1252 1255 1261 rVB2 260 211 0.02% ©0.003%
29 5.370 1265 1269 1272 rBvV3 601 406 0.04% 0.005%
30 5.711 1355 1375 1397 rBV2 294884 814621 79.75% 9.842%
31 5.920 1436 1440 1444 rBV3 299 324 0.03% 0.004%
32 5.975 1449 1457 1462 rBV5 1375 1974 0.19% 0.024%
33  6.180 1518 1521 1526 rvv2 266 234 0.02% ©0.003%
34 6.238 1526 1539 1575 rBV 405677 782914 76.65%  9.459%
35 6.386 1581 1585 1587 rBvV2 401 261 ©0.03% 0.003%
36 6.441 1600 1602 1610 rBV3 534 706 0.07% ©.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59247.D

Acqg On : 14 Jun 2024 15:00

Operator : MD/SY

Sample : P2775-12ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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Start Thrs: 0.2 Max Peaks: 100
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If leading or trailing edge < 100 prefer < Baseline drop else tangent >
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO52924WMA .M
Title : VOC Analysis
37 6.524 1618 1628 1641 rBV6 7641 14498 1.42% 0.175%
38 6.598 1644 1651 1661 rBV5 1824 3113 0.30% 0.038%
39 6.679 1663 1676 1700 rBV 211326 421330 41.25% 5.090%
40 6.856 1728 1731 1733 rBV 315 225 0.02% ©0.003%
41  6.930 1746 1754 1759 rBvV2 210 323  0.03% 0.004%
42 7.010 1776 1779 1783 rVB 407 267 0.03% 0.003%
43 7.068 1792 1797 1799 rBV 267 241 0.02% 0.003%
44  7.129 1810 1816 1817 rBV 280 224 0.02% ©0.003%
45  7.187 1829 1834 1837 rBvV2 1547 1603 0.16% 0.019%
46  7.280 1860 1863 1867 rVB3 304 233  0.02% 0.003%
47  7.309 1867 1872 1875 rBvV2 309 235 0.02% 0.003%
48 7.463 1917 1920 1926 rVB2 157 180 ©0.02% 0.002%
49 7.560 1938 1950 1972 rBV 99301 184084 18.02% 2.224%
50 7.708 1988 1996 2001 rBv4 1155 1918 0.19% 0.023%
51 7.743 2005 2007 2012 rvVvB3 360 227 0.02% 0.003%
52 7.785 2016 2020 2021 rBV2 481 312 0.03% 0.004%
53 7.891 2040 2053 2070 rBV 303541 538030 52.67% 6.500%
54 8.174 2130 2141 2160 rBV2 69042 125521 12.29% 1.517%
55  8.322 2183 2187 2188 rBvV2 345 270 0.03% 0.003%
56  8.463 2223 2231 2234 rBV4 480 650 0.06% ©0.008%
57 8.550 2252 2258 2263 rVB4 863 1131  0.11% 0.014%
58 8.637 2268 2285 2315 rBV 347342 810559 79.35% 9.793%
59 9.010 2397 2401 2404 rBV3 294 234 0.02% 0.003%
60 9.026 2404 2406 2411 rVVv2 338 245 0.02% ©0.003%
61 9.113 2430 2433 2436 rBV 292 258 0.03% 0.003%
62 9.245 2467 2474 2476 rBV2 256 328 0.03% 0.004%
63 9.412 2508 2526 2562 rBV 571087 1021437 100.00% 12.341%
64 9.569 2569 2575 2579 rBV3 1484 2015 0.20% 0.024%
65 9.695 2606 2614 2626 rBV3 2440 4153 0.41% 0.050%
66 9.839 2656 2659 2664 rVB2 209 202 0.02% 0.002%
67 9.868 2664 2668 2670 rBV 242 181 0.02% 0.002%
68 9.936 2684 2689 2694 rVB2 295 338 0.03% 0.004%
69 9.968 2694 2699 2701 rBV 282 255 0.02% 0.003%
70 10.106 2735 2742 2748 rBVv4 1166 1869 0.18% 0.023%
71 10.376 2822 2826 2829 rBV2 314 339 0.03% 0.004%
72 10.396 2829 2832 2834 rVV2 353 253 0.02% 0.003%
73 10.409 2834 2836 2840 rVB 327 217 0.02% ©0.003%
74 10.482 2854 2859 2868 rVVv2 565 938 0.09% 0.011%
75 10.550 2877 2880 2884 rBV2 261 235 0.02% 0.003%
76 10.640 2905 2908 2912 rBV3 404 269 0.03% 0.003%
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77 10.753 2930 2943 2964 rBV 461318 770952 75.48%  9.314%
78 10.884 2977 2984 2992 rVB2 1621 2419 0.24% 0.029%
79 10.997 3015 3019 3025 rBV2 294 344 0.03% 0.004%
80 11.122 3056 3058 3064 rBV2 241 205 0.02% 0.002%
81 11.148 3064 3066 3070 rVB 443 235 0.02% 0.003%
82 11.553 3188 3192 3195 rBV 300 235 0.02% 0.003%
83 11.753 3246 3254 3259 rBV5S 1304 1554 0.15% 0.019%
84 11.807 3259 3271 3293 rBV 598376 958703 93.86% 11.583%
85 12.010 3331 3334 3336 rBV2 418 264 0.03% 0.003%
86 12.061 3347 3350 3354 rBV 438 364 0.04% 0.004%
87 12.190 3378 3390 3412 rBV 434253 709299 69.44%  8.570%
88 12.399 3448 3455 3457 rBV 355 400 0.04% 0.005%
89 12.765 3564 3569 3576 rVB 1443 1649 0.16% 0.020%
90 12.949 3623 3626 3631 rVB3 359 229 0.02% 0.003%
91 13.219 3708 3710 3712 rBV 349 211 0.02% ©0.003%
92 13.360 3750 3754 3757 rBV 450 374 0.04% 0.005%
93 13.418 3770 3772 3778 rVB3 276 257 0.03% 0.003%
94 13.450 3778 3782 3785 rBV 280 251 0.02% ©0.003%
95 14.109 3980 3987 3988 rBV 1164 1154 0.11% 0.014%
96 14.338 4052 4058 4063 rBV4 1024 1288 0.13% 0.016%
97 14.466 4095 4098 4104 rVB3 381 284 0.03% 0.003%
98 14.576 4121 4132 4138 rVB 1541 2375 0.23% 0.029%
99 14.730 4177 4180 4183 rBV 451 391 0.04% 0.005%
100 16.010 4575 4578 4582 rBV5 636 482 0.05% 0.006%
Sum of corrected areas: 8276966
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe61424\

: VUe59247.D

: 14 Jun 2024 15:00

: MD/SY

. P2775-12ME

: 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMB52924WMA.M

Quant Title

TIC Library
TIC Integra

: VOC Analysis

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance TIC: VU059247.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59247.D

Acqg On : 14 Jun 2024 15:00

Operator : MD/SY

Sample : P2775-12ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU061424\
Data File : VU@59247.D

Acqg On : 14 Jun 2024 15:00

Operator : MD/SY

Sample : P2775-12ME

Misc : 6.11g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 9 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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