LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071922\
Data File : VX030117.D

Acqg On : 19 Jul 2022 15:20

Operator : JC/MD

Sample ¢ VX0719MBLO1

Misc : 5.00g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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\SFAMXLMO71922WMA .M
Title : VOC Analysis

Signal : TIC: VX@30117.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.367 42 46 53 rVB 171329 172691 12.55% 1.718%
2 1.666 91 95 106 rVB 128756 155739 11.32% 1.549%
3 2.306 194 200 210 rVB 301091 484061 35.18% 4.815%
4 2.507 229 233 239 rBV2 3415 5952 0.43% 0.059%
5 2.654 254 257 258 rBV2 819 785 0.06% ©0.008%
6 2.788 273 279 286 rVB2 10838 18932 1.38% 0.188%
7 3.026 317 318 321 rVB2 740 445 0.03% 0.004%
8 3.099 324 330 339 rVB9 2960 9191 0.67% 0.091%
9 3.202 343 347 349 rVB3 614 702 0.05% 0.007%
10 3.227 349 351 353 rBV 565 480 0.03% 0.005%
11  3.251 353 355 358 rBV2 299 451 0.03% 0.004%
12 3.337 365 369 370 rBV2 537 621 0.05% 0.006%
13 3.446 384 387 389 rBV2 430 570 0.04% 0.006%
14 3.507 396 397 402 rVB2 560 510 0.04% 0.005%
15 3.605 409 413 419 rVW4 1379 2692 0.20% 0.027%
16 3.757 434 438 440 rBV2 545 455 0.03% 0.005%
17 3.836 449 451 458 rVB 599 992 0.07% 0.010%
18 4.080 489 491 494 rVWv2 373 428 0.03% 0.004%
19 4.117 494 497 498 rVB2 467 391 0.03% 0.004%
20 4.239 514 517 519 rBV2 382 501 0.04% 0.005%
21  4.300 526 527 532 rVB2 378 450 0.03% 0.004%
22 4.458 543 553 568 rBvV 132202 376292 27.35% 3.743%
23 4.714 593 595 596 rBV 493 483 0.04% 0.005%
24 4.873 619 621 622 rVv2 633 441 0.03% 0.004%
25 4.897 622 625 629 rVB4 707 1364 0.10% 0.014%
26 5.062 639 652 669 rBV 169340 540745 39.30% 5.379%
27 5.391 699 706 711 rBVS 2839 6699 0.49% 0.067%
28 5.452 711 716 717 rBV3 1045 1678 0.12% 0.017%
29 5.556 728 733 740 rVB 3227 7294 0.53% 0.073%
30 5.970 789 801 818 rBV2 469260 1375836 100.00% 13.686%
31 6.312 855 857 861 rBv2 577 994 0.07% 0.009%
32 6.366 864 866 869 rvv3 693 651 0.05% 0.006%
33 6.763 920 931 945 rBV 261409 616506 44.81% 6.132%
34 7.007 969 971 975 rvB2 422 535 0.04% 0.005%
35 7.110 981 988 998 rvB4 15888 39582 2.88% 0.394%
36 7.183 998 1000 1003 rVB 346 375 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071922\
Data File : VX030117.D

Acqg On : 19 Jul 2022 15:20

Operator : JC/MD

Sample ¢ VX0719MBLO1

Misc : 5.00g/5mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 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\SFAMXLMO71922WMA .M
Title : VOC Analysis
37 7.311 1009 1021 1037 rBV 284359 635678 46.20% 6.323%
38 7.665 1077 1079 1080 rBV 449 433 0.03% 0.004%
39 7.817 1101 1104 1111 rVB2 1521 3054 0.22% 0.030%
40 7.872 1111 1113 1114 rBV 638 423 0.03% 0.004%
41  7.897 1115 1117 1119 rW 399 468 0.03% 0.005%
42 7.933 1119 1123 1128 rVV3 2002 3783 0.27% 0.038%
43 8.092 1148 1149 1152 rVv2 420 425 0.03% 0.004%
44  8.250 1173 1175 1178 rBV 535 665 ©0.05% 0.007%
45  8.323 1181 1187 1201 rVV 191042 320839 23.32% 3.191%
46 8.470 1208 1211 1215 rBVv4 1620 2383 0.17% 0.024%
47  8.537 1219 1222 1223 rBV2 936 975 0.07% 0.010%
48  8.579 1225 1229 1234 rVV4 3576 5902 0.43% 0.059%
49 8.653 1234 1241 1249 rVV 692729 1103000 80.17% 10.972%
50 8.720 1249 1252 1261 rVB3 5743 9852 0.72% 0.098%
51 8.872 1273 1277 1279 rVB 529 568 0.04% 0.006%
52 8.951 1281 1290 1301 rBV 138301 207865 15.11% 2.068%
53 9.153 1318 1323 1329 rVB5 1968 4158 0.30% 0.041%
54 9.213 1329 1333 1336 rBvV3 435 715 0.05% 0.007%
55 9.274 1338 1343 1347 rBV3 5248 8280 0.60% 0.082%
56 9.384 1355 1361 1375 rBV 560489 798483 58.04%  7.943%
57 9.616 1395 1399 1403 rVB2 1870 2528 0.18% 0.025%
58 9.902 1444 1446 1448 rBV2 602 745 0.05% 0.007%
59 10.055 1465 1471 1481 rVvV 534705 715340 51.99% 7.116%
60 10.195 1490 1494 1499 rBV 5956 7684 0.56% 0.076%
61 10.305 1508 1512 1516 rVB3 6446 7678 0.56% 0.076%
62 10.457 1534 1537 1539 rBV 648 713 0.05% 0.007%
63 10.652 1562 1569 1577 rBV3 7705 16045 1.17% 0.160%
64 10.744 1582 1584 1586 rBV 464 452 0.03% 0.004%
65 10.805 1591 1594 1599 rVB4 989 1427 0.10% 0.014%
66 10.963 1616 1620 1627 rVB 6418 7617 ©.55% 0.076%
67 11.195 1652 1658 1664 rBV 507164 646954 47.02%  6.435%
68 11.384 1687 1689 1692 rVB2 434 472 0.03% 0.005%
69 11.414 1692 1694 1697 rBV2 496 575 0.04% 0.006%
70 11.451 1697 1700 1710 rVB 6490 8930 0.65% 0.089%
71 11.689 1737 1739 1740 rBV2 494 387 0.03% 0.004%
72 11.756 1746 1750 1755 rVB 5584 6926 0.50% 0.069%
73 11.823 1759 1761 1764 rBV2 523 503 0.04% 0.005%
74 11.926 1776 1778 1781 rVB2 433 491 0.04% 0.005%
75 11.969 1781 1785 1789 rBV2 7474 10037 0.73% 0.100%

76 12.024 1789 1794 1803 rVB 580600 699699 50.86% 6.960%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071922\
Data File : VX030117.D

Acqg On : 19 Jul 2022 15:20
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ALS Vvial : 10 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE
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Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLMO71922WMA .M
Title : VOC Analysis
77 12.323 1837 1843 1851 rBV 732919 927400 67.41% 9.225%
78 12.615 1889 1891 1894 rBV3 411 448 0.03% 0.004%
79 12.762 1913 1915 1919 rVB3 1446 1546 0.11% 0.015%
80 12.951 1942 1946 1952 rVB4 1210 2042 0.15% 0.020%
81 13.030 1956 1959 1960 rBV2 362 428 0.03% 0.004%
82 13.115 1969 1973 1977 rBV2 6870 8701 0.63% 0.087%
83 13.536 2040 2042 2046 rVB2 448 510 0.04% 0.005%
84 13.591 2046 2051 2057 rBV3 7658 9859 0.72% 0.098%
85 13.664 2060 2063 2064 rBV 458 602 0.04% 0.006%
86 13.774 2077 2081 2087 rBV 7269 10618 0.77% 0.106%
87 13.963 2108 2112 2120 rVB2 6366 8516 ©0.62% 0.085%
88 14.133 2136 2140 2146 rVB2 3571 4440 0.32% 0.044%
89 14.200 2150 2151 2154 rBV2 467 458 0.03% 0.005%
990 14.517 2200 2203 2207 rBV3 804 1250 0.09% 0.012%
91 14.584 2212 2214 2216 rBV2 541 511 ©0.04% 0.005%
92 14.645 2222 2224 2228 rBV3 721 1134 0.08% 0.011%
93 14.694 2230 2232 2236 rVB 504 454 0.03% 0.005%
94 14.914 2265 2268 2273 rVB3 690 1176 0.09% 0.012%
95 15.036 2286 2288 2289 rBV 782 546 0.04% 0.005%
96 15.584 2376 2378 2379 rBV3 747 643 0.05% 0.006%
97 15.615 2382 2383 2385 rVWV 640 419 0.03% 0.004%
98 15.883 2426 2427 2429 rBV2 682 443 0.03% 0.004%
99 15.950 2435 2438 2440 rBV 610 804 0.06% 0.008%
100 16.127 2465 2467 2469 rVB2 859 581 0.04% 0.006%
Sum of corrected areas: 10053099
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: VX@719MBLO1
: 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH
: 10 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071922\

: VXe30117.D
: 19 Jul 2022 15:20

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@71922WMA.M
: VOC Analysis

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

Abundance
700000

600000

500000

400000

300000

200000

100000

o

TIC: VX030117.D\data.ms

5.970

2.306

1.367 5.062

1.666 4 458
2.507.654788 3 GARITER3AMMB0S. B5I36 44013074:%0 471057, 5395556

Time-->

1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 400 4.20 440 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VX030117.D\data.ms
8.653

9.384
10.055
11.195

6.763 7.311

8.323

8.951

o

Time-->

366 7.007 4% 7.66B.HEHBS.098.2 s.emugzg.sjl 9.9££§'Jl 9.616  9.902 \@-195396.45120@6@09-963 m&@

6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
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700000

600000

500000

400000

300000

200000

100000

TIC: VX030117.D\data.ms
12.823

12.024

Time-->

11 &FPHIB0 12 611376221%@3@15 133126584 743.9831.4380 14 AmE46544.954036 1135561145138 b.127
T T T T ‘

T ‘ T
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071922\
Data File : VX@30117.D

Acqg On : 19 Jul 2022 15:20

Operator : JC/MD

Sample ¢ VX0719MBLO1

Misc : 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO71922WMA.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\VX071922\
Data File : VX@30117.D

Acqg On : 19 Jul 2022 15:20

Operator : JC/MD

Sample : VX0719MBLO1

Misc : 5.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@71922WMA.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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