LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX039139.D

Acqg On : 11 Dec 2023 13:28

Operator : JC/MD

Sample : 05646-13MEDL 200X

Misc : ©0.90g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  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_ X\Method\SFAMXLM120523WMA.M
Title : VOC Analysis

Signal : TIC: VX@39139.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.368 42 46 58 rVB 143325 147310 9.44% 1.387%
2 1.666 91 95 106 rBvV 94436 131632 8.44% 1.239%
3  2.307 194 200 213 rVB 243587 378070 24.23%  3.558%
4 2.782 275 278 282 rBV4 809 1656 0.11% 0.016%
5 2.886 294 295 298 rBV 436 311 0.02% 0.003%
6 2.947 298 305 312 rVV4 2129 5337 0.34% 0.050%
7 3.099 329 330 332 rVB 605 277 0.02% ©0.003%
8 3.184 341 344 346 rVB 447 438 0.03% 0.004%
9 3.203 346 347 349 rBV2 360 337 0.02% 0.003%
106 3.270 357 358 360 rBV 354 293 0.02% 0.003%
11 3.666 419 423 424 rBV2 555 646 0.04% 0.006%
12 3.733 432 434 437 rVB 343 279 0.02% 0.003%
13  3.983 473 475 476 rBV 537 398 0.03% 0.004%
14 4.038 481 484 486 rVv2 338 407 0.03% 0.004%
15 4.446 542 551 568 rBV 104909 305158 19.55% 2.872%
16 4.721 595 596 599 rVB 572 305 0.02% 0.003%
17 4.782 604 606 608 rVB2 495 337 0.02% 0.003%
18 4.891 622 624 627 rBv2 335 412 0.03% 0.004%
19 5.056 638 651 669 rBvV2 140674 449784 28.82% 4.233%
20 5.178 669 671 673 rVB 458 303 0.02% 0.003%
21 5.373 701 703 704 rBV 573 590 0.04% 0.006%
22 5.550 729 732 733 rBV3 673 572 0.04% 0.005%
23 5.721 759 760 763 rBV2 522 437 0.03% 0.004%
24 5.970 788 801 811 rBV2 379999 1168677 74.89% 11.000%
25 6.214 839 841 843 rBV 574 401 0.03% 0.004%
26 6.312 856 857 859 rBV 418 327 0.02% 0.003%
27 6.556 894 897 899 rBV2 453 488 0.03% 0.005%
28 6.617 905 907 909 rBv2 489 428 0.03% 0.004%
29 6.641 909 911 914 rVB 364 298 0.02% 0.003%
30 6.690 918 919 921 rBV 372 275 0.02% 0.003%
31 6.757 921 930 948 rBV 284168 700167 44.87% 6.590%
32 7.111 984 988 996 rVB4 2290 4505 0.29% 0.042%
33 7.172 996 998 1002 rBV 507 445 0.03% 0.004%
34 7.306 1012 1020 1037 rBV 232787 516826 33.12% 4.864%
35 7.574 1062 1064 1067 rVB 403 315 ©0.02% 0.003%
36 7.610 1067 1070 1071 rBV2 309 338 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX039139.D

Acqg On : 11 Dec 2023 13:28

Operator : JC/MD

Sample : 05646-13MEDL 200X

Misc : ©0.90g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM120523WMA.M
Title : VOC Analysis
37 7.757 1093 1094 1096 rvVB2 413 299 0.02% 0.003%
38 7.781 1096 1098 1099 rVB 576 411 0.03% 0.004%
39 7.927 1119 1122 1124 rBV 561 533 0.03% 0.005%
40 8.104 1148 1151 1154 rVB 418 436 0.03% 0.004%
41  8.165 1158 1161 1162 rBvV2 442 402 0.03% 0.004%
42 8.324 1181 1187 1202 rBV 170816 285841 18.32% 2.690%
43 8.482 1211 1213 1214 rBV 400 305 0.02% 0.003%
44  8.574 1227 1228 1233 rVB2 417 451 0.03% 0.004%
45  8.647 1233 1240 1257 rBV 584649 923768 59.20%  8.695%
46 8.891 1278 1280 1282 rBV2 413 314 0.02% 0.003%
47  8.946 1284 1289 1299 rBV 123753 192082 12.31% 1.808%
48 9.275 1341 1343 1346 rVB 515 630 0.04% 0.006%
49 9.385 1355 1361 1375 rBV 475656 693922 44.47% 6.531%
50 9.702 1409 1413 1417 rVB3 1398 2159 0.14% 0.020%
51 9.769 1423 1424 1429 rBV2 329 369 0.02% 0.003%
52 9.805 1429 1430 1435 rVB2 413 433 0.03% 0.004%
53 9.848 1435 1437 1439 rBV 536 605 0.04% 0.006%
54 9.994 1459 1461 1463 rVB2 428 316 ©0.02% 0.003%
55 10.055 1465 1471 1473 rBV 623981 944336 60.51%  8.888%
56 10.439 1532 1534 1536 rVB 555 392 0.03% 0.004%
57 10.476 1538 1540 1541 rVwV 360 273 0.02% 0.003%
58 10.799 1590 1593 1595 rBvV2 324 394 0.03% 0.004%
59 10.903 1608 1610 1612 rBV 465 447 0.03% 0.004%
60 11.018 1627 1629 1632 rBV 335 346 0.02% ©0.003%
61 11.092 1638 1641 1649 rVB3 1452 2033 0.13% 0.019%
62 11.189 1652 1657 1667 rVB 447807 555287 35.58% 5.226%
63 11.366 1683 1686 1690 rVB4 1365 1763 0.11% 0.016%
64 11.402 1690 1692 1696 rVB 483 586 0.04% 0.006%
65 11.433 1696 1697 1700 rBV 559 424 0.03% 0.004%
66 11.457 1700 1701 1704 rVB2 440 362 0.02% 0.003%
67 11.512 1708 1710 1712 rBV 532 491 0.03% 0.005%
68 11.707 1741 1742 1744 rBV 490 306 0.02% 0.003%
69 11.969 1780 1785 1788 rBV 22132 27689 1.77% 0.261%

70 12.024 1788 1794 1804 rVB2 703802 1560541 100.00% 14.688%

71 12.207 1823 1824 1825 rBV 484 271 0.02% 0.003%
72 12.317 1837 1842 1854 rBV 616233 854294 54.74%  8.041%
73 12.549 1878 1880 1885 rBV2 323 565 0.04% 0.005%
74 12.585 1885 1886 1890 rBV2 331 288 0.02% 0.003%
75 12.713 1905 1907 1909 rVB2 368 322 0.02% 0.003%
76 12.829 1924 1926 1928 rVB 515 296 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
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Title : VOC Analysis
77 12.902 1936 1938 1941 rVB2 505 522 0.03% 0.005%
78 12.927 1941 1942 1945 rBV 429 533 0.03% 0.005%
79 13.061 1959 1964 1970 rVB4 6030 11778 0.75% 0.111%
80 13.116 1970 1973 1978 rVB3 957 1314 0.08% 0.012%
81 13.177 1981 1983 1985 rBV 278 270 0.02% ©0.003%
82 13.390 2015 2018 2020 rVB2 628 741 0.05% 0.007%
83 13.426 2022 2024 2026 rBV 407 340 0.02% 0.003%
84 13.585 2045 2050 2062 rBV 353906 453294 29.05% 4.266%
85 13.695 2066 2068 2071 rVB 378 353  0.02% 0.003%
86 13.756 2076 2078 2080 rBV 382 413 0.03% 0.004%
87 13.957 2106 2111 2122 rBV 157689 199573 12.79% 1.878%
88 14.079 2129 2131 2134 rVB 393 346  0.02% ©0.003%
89 14.237 2155 2157 2158 rBV 314 289 0.02% 0.003%
90 14.323 2170 2171 2174 rVB2 514 440 0.03% 0.004%
91 14.420 2185 2187 2189 rBV 449 431 0.03% 0.004%
92 14.457 2192 2193 2198 rVB3 633 665 0.04% 0.006%
93 14.506 2198 2201 2203 rBV2 492 630 0.04% 0.006%
94 14.627 2218 2221 2224 rBV3 769 993 0.06% 0.009%
95 14.780 2240 2246 2253 rVB3 9205 16330 1.05% 0.154%
96 15.249 2318 2323 2329 rVB 41965 59922 3.84% 0.564%
97 15.804 2412 2414 2417 rBV2 542 511 0.03% 0.005%
98 15.957 2438 2439 2441 rBV 697 340 0.02% 0.003%
99 16.066 2455 2457 2459 rVB 701 497 0.03% 0.005%
100 16.725 2563 2565 2567 rBV2 422 297 0.02% 0.003%
Sum of corrected areas: 10624523
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\

: VX039139.D

: 11 Dec 2023 13:28

: JC/MD

: 05646-13MEDL 200X

: 0.90g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 13 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX121123\
Data File : VX@39139.D

Acqg On : 11 Dec 2023 13:28

Operator : JC/MD

Sample : 05646-13MEDL 200X

Misc : 0.90g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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_X\Data\VX121123\
Data File : VX@39139.D

Acqg On : 11 Dec 2023 13:28

Operator : JC/MD

Sample : 05646-13MEDL 200X

Misc : 0.90g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM120523WMA.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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