LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90322\
Data File : VU@50624.D

Acqg On : @3 Sep 2022 19:55

Operator : SY/MD

Sample : N4363-16ME

Misc : 5.56g/5.0mL/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\SFAMULM@90222WMA .M
Title : VOC Analysis

Signal : TIC: VU@50624.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.481 39 44 49 rBV3 5034 5795 0.23% 0.033%
2 1.594 71 79 128 rBvV 151383 321989 12.53% 1.848%
3 1.893 167 172 182 rBV 64150 89738 3.49% 0.515%
4 2.536 358 372 393 rBV 452235 739847 28.80% 4.247%
5 2.710 423 426 429 rVvB2 534 340 0.01% 0.002%
6 2.761 439 442 446 rBV2 716 656 0.03% 0.004%
7 2.842 464 467 470 rBV3 345 284 0.01% 0.002%
8 2.864 470 474 478 rVB2 608 525 0.02% 0.003%
9 2.957 498 503 504 rBv2 955 690 0.03% 0.004%
106 3.031 513 526 543 rBV2 15377 32299 1.26% ©.185%
11  3.182 557 573 597 rBV2 31570 92707 3.61% ©0.532%
12 3.452 654 657 662 rVB3 346 323 0.01% 0.002%
13 3.533 679 682 689 rVB2 291 282 0.01% 0.002%
14 3.671 722 725 732 rVB4 401 492 0.02% 0.003%
15 3.899 788 796 801 rBV2 531 839 0.03% 0.005%
16 4.102 854 859 861 rBV 288 252 0.01% 0.001%
17 4.173 876 881 884 rBV2 328 317 0.01% 0.002%
18 4.565 997 1003 1008 rBV 503 421 0.02% 0.002%
19 4.642 1013 1027 1074 rBV 193187 721989 28.11% 4.145%
20 4.983 1131 1133 1136 rVB2 435 258 0.01% 0.001%
21 5.060 1139 1157 1184 rVV 430777 1002704 39.03% 5.756%
22 5.269 1214 1222 1224 rBvV3 818 935 0.04% 0.005%
23 5.282 1224 1226 1227 rBV 657 306 0.01% 0.002%
24  5.340 1241 1244 1246 rBV2 453 275 0.01% 0.002%
25 5.362 1246 1251 1263 rVB6 1000 1876 0.07% 0.011%
26 5.430 1267 1272 1277 rVB3 429 437 0.02% 0.003%
27 5.536 1302 1305 1309 rVB2 515 281 0.01% 0.002%
28 5.716 1341 1361 1397 rBV2 995017 2568772 100.00% 14.747%
29 5.976 1432 1442 1458 rBvV3 12576 29972 1.17% 0.172%
30 6.121 1485 1487 1490 rVB3 515 308 0.01% 0.002%
31 6.247 1509 1526 1551 rBV 529924 1056901 41.14% 6.067%
32 6.526 1604 1613 1626 rBV10 6824 14568 0.57% 0.084%
33  6.603 1626 1637 1648 rBV3 6059 130664 0.51% 0.075%
34 6.690 1648 1664 1690 rVV 589870 1203680 46.86% 6.910%
35 6.803 1693 1699 1705 rVvB8 1804 2498 0.10% 0.014%
36 6.864 1716 1718 1723 rVB2 424 353 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90322\
Data File : VU@50624.D

Acqg On : @3 Sep 2022 19:55

Operator : SY/MD

Sample : N4363-16ME

Misc : 5.56g/5.0mL/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\SFAMULM@90222WMA .M
Title : VOC Analysis
37 6.896 1723 1728 1731 rBvV2 459 525 0.02% 0.003%
38 6.973 1747 1752 1758 rBvV2 768 797 0.03% 0.005%
39 7.002 1758 1761 1765 rVB4 565 458 0.02% 0.003%
40 7.160 1807 1810 1812 rBV2 457 286 0.01% 0.002%
41  7.192 1812 1820 1821 rBV4 1997 1982 0.08% 0.011%
42 7.224 1825 1830 1845 rVB7 5480 11716 0.46% 0.067%
43  7.398 1881 1884 1886 rBV 354 266 0.01% 0.002%
44  7.507 1908 1918 1921 rBV5 531 655 0.03% 0.004%
45  7.565 1923 1936 1965 rVV 229123 445938 17.36% 2.560%
46 7.687 1971 1974 1975 rBV 1071 512 0.02% 0.003%
47  7.732 1986 1988 1996 rVB4 1016 1009 0.04% 0.006%
48 7.783 1996 2004 2007 rBV3 971 1047 0.04% 0.006%
49 7.800 2007 2009 2013 rVV4 633 497 0.02% 0.003%
50 7.896 2025 2039 2060 rBV 1073857 1938299 75.46% 11.127%
51 8.182 2115 2128 2150 rBV 149804 300381 11.69% 1.724%
52 8.285 2158 2160 2164 rVB3 614 460 0.02% 0.003%
53 8.353 2176 2181 2186 rBV4 1335 1412 0.05% ©0.008%
54  8.423 2201 2203 2208 rvVB3 377 255 0.01% 0.001%
55  8.452 2208 2212 2216 rVvB3 523 503 0.02% 0.003%
56 8.552 2232 2243 2258 rVB2 30324 51107 1.99% 0.293%
57 8.661 2258 2277 2312 rBV2 554563 1512328 58.87% 8.682%
58 8.867 2338 2341 2345 rBV4 577 408 0.02% 0.002%
59 8.935 2356 2362 2366 rBVS5 726 887 0.03% 0.005%
60 9.015 2385 2387 2390 rVB2 493 253 0.01% ©0.001%
61 9.115 2415 2418 2420 rBV2 572 290 0.01% 0.002%
62 9.140 2422 2426 2429 rBV2 426 339 0.01% 0.002%
63 9.275 2464 2468 2472 rVB2 369 340 0.01% 0.002%
64  9.330 2482 2485 2490 rVB2 438 313 0.01% 0.002%
65 9.359 2490 2494 2496 rBV 404 293 0.01% 0.002%
66 9.420 2499 2513 2532 rBV 671180 1283886 49.98% 7.371%
67 9.610 2570 2572 2577 rVB2 496 327 0.01% 0.002%
68 9.700 2595 2600 2606 rBV3 692 900 0.04% 0.005%
69 9.780 2619 2625 2629 rBV2 312 309 0.01% 0.002%
70  9.806 2629 2633 2637 rBV3 433 436 0.02% 0.003%
71  9.861 2644 2650 2652 rBV2 581 411 0.02% 0.002%
72 9.951 2674 2678 2681 rBV 356 254 0.01% 0.001%
73 10.066 2709 2714 2719 rBV2 482 516 0.02% 0.003%
74 10.092 2719 2722 2724 rBV 468 281 0.01% 0.002%
75 10.381 2808 2812 2815 rBV 570 422 0.02% 0.002%
76 10.552 2863 2865 2869 rVB3 347 257 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90322\
Data File : VU@50624.D

Acqg On : @3 Sep 2022 19:55

Operator : SY/MD

Sample : N4363-16ME

Misc : 5.56g/5.0mL/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\SFAMULM@90222WMA .M
Title : VOC Analysis
77 10.764 2914 2931 2955 rBV 847191 1440683 56.08% 8.271%
78 10.992 2999 3002 3005 rBvV2 377 377 0.01% 0.002%
79 11.118 3035 3041 3047 rVB6 1596 1917 0.07% 0.011%
80 11.147 3047 3050 3054 rBV2 336 273 0.01% 0.002%
81 11.420 3131 3135 3140 rVB3 808 695 0.03% 0.004%
82 11.475 3147 3152 3157 rBV3 648 768 0.03% 0.004%
83 11.751 3232 3238 3243 rBV4 982 1088 0.04% 0.006%
84 11.815 3245 3258 3281 rBV 597567 963434 37.51% 5.531%
85 11.938 3292 3296 3300 rBV4 681 691 ©0.03% 0.004%
86 12.134 3354 3357 3361 rBV3 282 281 0.01% ©0.002%
87 12.195 3363 3376 3399 rBV 947402 1533747 59.71% 8.805%
88 12.468 3459 3461 3462 rBV 498 259 0.01% 0.001%
89 12.577 3493 3495 3498 rBV 436 253 0.01% 0.001%
90 12.851 3574 3580 3582 rBV3 691 689 0.03% 0.004%
91 12.902 3594 3596 3600 rVB4 523 312 0.01% 0.002%
92 13.224 3693 3696 3703 rVB5 1001 1054 0.04% 0.006%
93 13.523 3786 3789 3797 rVB2 522 662 0.03% 0.004%
94 13.561 3798 3801 3804 rBV2 529 358 0.01% 0.002%
95 13.661 3829 3832 3835 rBV2 618 401 0.02% 0.002%
96 14.066 3957 3958 3962 rBV3 520 315 0.01% 0.002%
97 14.233 4005 4010 4015 rBV3 652 583 0.02% 0.003%
98 14.343 4041 4044 4047 rVB3 758 446 0.02% 0.003%
99 14.420 4062 4068 4073 rBV3 776 897 0.03% 0.005%
100 15.307 4341 4344 4346 rBV2 613 438 0.02% 0.003%
Sum of corrected areas: 17419149
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90322\
Data File : VU@50624.D

Acqg On : 03 Sep 2022 19:55

Operator : SY/MD

Sample : N4363-16ME

Misc : 5.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@90222WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU050624.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@90322\
Data File : VU@50624.D

Acqg On : 03 Sep 2022 19:55

Operator : SY/MD

Sample : N4363-16ME

Misc : 5.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@90222WMA .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\VU@90322\
Data File : VU@50624.D

Acqg On : 03 Sep 2022 19:55

Operator : SY/MD

Sample : N4363-16ME

Misc : 5.56g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@90222WMA .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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