LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51129.D

Acqg On : 05 Oct 2022 16:23

Operator : JC/MD

Sample : N4858-01ME

Misc : 5.47g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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@92922WMA .M
Title : VOC Analysis

Signal : TIC: VU@51129.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 73 80 103 rVB 103334 220375 12.83% 1.532%
2 2.523 357 368 387 rVB 319637 521419 30.35% 3.625%
3 2.652 400 408 421 rVB4 3711 7473 0.43% 0.052%
4 2.752 430 439 450 rvB2 4862 8255 0.48% 0.057%
5 3.025 516 524 538 rvB3 9401 18136 1.06% 0.126%
6 3.118 550 553 555 rBV2 690 434 0.03% 0.003%
7 3.176 556 571 593 rW 43403 106196 6.18% 0.738%
8 3.501 665 672 677 rBvV2 574 604 0.04% 0.004%
9 3.536 679 683 690 rvB2 558 510 0.03% 0.004%
106 3.629 705 712 714 rBV3 401 463 0.03% 0.003%
11  3.665 714 723 726 rBVS 1607 1888 ©0.11% 0.013%
12 3.739 739 746 753 rVB3 292 521 0.03% 0.004%
13  4.636 1012 1025 1045 rBV 122606 386664 22.50% 2.688%
14  4.961 1121 1126 1129 rBV5S 613 589 0.03% 0.004%
15 5.057 1139 1156 1181 rBV 299063 691459 40.24% 4.807%
16 5.289 1219 1228 1234 rBV7 1332 2237 0.13% 0.016%
17 5.375 1253 1255 1258 rVVv3 734 389 0.02% 0.003%
18 5.427 1265 1271 1274 rBV2 444 467 ©0.03% 0.003%
19 5.498 1288 1293 1296 rBv2 585 571 0.03% 0.004%
20 5.716 1339 1361 1395 rBV2 662813 1718232 100.00% 11.944%
21 5.977 1427 1442 1462 rBvV2 15082 37435 2.18% 0.260%
22 6.096 1474 1479 1481 rBV2 417 426 0.02% 0.003%
23 6.173 1496 1503 1508 rVVe6 1138 1604 0.09% 0.011%
24 6.243 1511 1525 1554 rVV 502285 1015607 59.11% 7.060%
25 6.533 1601 1615 1628 rBV7 13683 29474 1.72%  0.205%
26 6.604 1628 1637 1649 rVB4 5807 12292 0.72% 0.085%
27 6.687 1649 1663 1684 rBV 390823 799614 46.54%  5.558%
28 7.192 1808 1820 1821 rBV4 3941 4381 0.25% 0.030%
29 7.305 1850 1855 1862 rBV6 903 1308 0.08% 0.009%
30 7.333 1862 1864 1869 rVvv4 785 520 0.03% 0.004%
31 7.501 1913 1916 1922 rVB5 778 749 0.04% 0.005%
32 7.565 1922 1936 1961 rBV 182051 350927 20.42% 2.439%
33 7.697 1975 1977 1989 rVB4 1248 1633 0.10% 0.011%
34 7.806 1999 2011 2013 rBV6 4250 6809 0.40% 0.047%
35 7.896 2025 2039 2057 rBV 709356 1268775 73.84%  8.820%

36 8.182 2115 2128 2151 rVW 119866 242132 14.09% 1.683%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51129.D

Acqg On : 05 Oct 2022 16:23

Operator : JC/MD

Sample : N4858-01ME

Misc : 5.47g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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@92922WMA .M
Title : VOC Analysis
37 8.330 2170 2174 2175 rBV3 860 509 0.03% 0.004%
38 8.356 2176 2182 2186 rvVB5 1483 1619 0.09% 0.011%
39 8.398 2192 2195 2196 rBV2 920 427 0.02% 0.003%
40 8.549 2229 2242 2259 rBV 616961 1068225 62.17% 7.426%
41  8.649 2260 2273 2308 rVV2 415602 942553 54.86% 6.552%
42 8.870 2338 2342 2344 rBV4 527 381 0.02% 0.003%
43  8.922 2351 2358 2360 rBV5 1934 1782 0.10% 0.012%
44  9.263 2462 2464 2467 rBvV2 538 366 0.02% ©0.003%
45  9.317 2477 2481 2489 rBV3 437 615 ©0.04% 0.004%
46 9.420 2496 2513 2536 rBvV 723216 1307021 76.07% 9.085%
47  9.575 2555 2561 2572 rVB4 4185 6450 ©0.38% 0.045%
48 9.700 2590 2600 2611 rBV6 3693 6545 ©0.38% 0.045%
49 9.925 2665 2670 2677 rBV3 577 878 0.05% 0.006%
50 10.115 2718 2729 2743 rVBS8 4995 12253 0.71% 0.085%
51 10.176 2745 2748 2754 rVvv3 419 394 0.02% 0.003%
52 10.208 2755 2758 2762 rVB 560 441 0.03% 0.003%
53 10.295 2780 2785 2795 rBV5 1289 1780 0.10% 0.012%
54 10.488 2835 2845 2854 rVB4 4113 5796 0.34% 0.040%
55 10.616 2881 2885 2890 rBvV3 558 574 0.03% 0.004%
56 10.761 2916 2930 2945 rBV 631943 1027698 59.81% 7.144%
57 10.890 2963 2970 2978 rVB7 1545 1993 0.12% 0.014%
58 11.111 3024 3039 3049 rvv7 7552 15905 0.93% 0.111%
59 11.259 3080 3085 3089 rBv2 630 691 0.04% 0.005%
60 11.391 3124 3126 3131 rVV3 417 403 0.02% 0.003%
61 11.417 3131 3134 3139 rVV3 648 614 0.04% 0.004%
62 11.472 3142 3151 3164 rVB3 6995 10675 0.62% 0.074%
63 11.697 3215 3221 3224 rBV4 1207 1178 0.07% 0.008%
64 11.748 3229 3237 3245 rBV3 9179 14173 0.82% 0.099%
65 11.812 3245 3257 3280 rBV 670214 1100567 64.05% 7.650%
66 12.195 3362 3376 3401 rBV 701149 1154882 67.21% 8.028%
67 12.327 3412 3417 3425 rVB6 3618 5266 ©0.31% 0.037%
68 12.446 3451 3454 3459 rVB4 842 820 0.05% 0.006%
69 12.491 3466 3468 3473 rVB4 499 387 0.02% 0.003%
70 12.668 3520 3523 3524 rBV3 863 410 0.02% 0.003%
71 12.832 3570 3574 3576 rBV4 816 561 0.03% 0.004%
72 12.845 3576 3578 3581 rVB3 773 404 0.02% 0.003%
73 12.928 3599 3604 3609 rVV5 1113 1216 0.07% ©.008%
74 13.002 3618 3627 3637 rBV7 4396 6734 0.39% 0.047%
75 13.050 3637 3642 3648 rVB5 1322 1349 0.08% 0.009%
76 13.118 3661 3663 3665 rBV 750 450 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51129.D

Acqg On : 05 Oct 2022 16:23

Operator : JC/MD

Sample : N4858-01ME

Misc : 5.47g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 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@92922WMA .M
Title : VOC Analysis
77 13.221 3685 3695 3706 rBv4 14601 23614 1.37% 0.164%
78 13.298 3713 3719 3722 rBV3 833 791 0.05% 0.005%
79 13.433 3753 3761 3766 rBV6 3484 5174 0.30% 0.036%
80 13.529 3787 3791 3794 rVB3 1148 776 ©0.05% ©0.005%
81 13.568 3799 3803 3804 rBV2 595 379 0.02% 0.003%
82 13.616 3814 3818 3819 rBV3 966 672 0.04% 0.005%
83 13.668 3832 3834 3840 rVBS 774 606 0.04% 0.004%
84 13.841 3879 3888 3899 rBV2 24400 37277 2.17% 0.259%
85 14.037 3946 3949 3951 rBV3 792 471 0.03% 0.003%
86 14.089 3955 3965 3985 rVB2 48885 83158 4.84% ©.578%
87 14.288 4022 4027 4029 rVV3 1157 1077 0.06% 0.007%
88 14.330 4031 4040 4057 rVB2 29511 49769  2.90% 0.346%
89 14.446 4072 4076 4083 rBV6 1871 2197 0.13% 0.015%
990 14.568 4110 4114 4118 rBVS 1476 1305 0.08% 0.009%
91 14.619 4128 4130 4134 rVB3 683 431 0.03% 0.003%
92 14.655 4134 4141 4143 rBV6 968 1175 0.07% 0.008%
93 14.687 4146 4151 4156 rVB8 2544 2983 0.17% 0.021%
94 15.024 4248 4256 4259 rVv7 1460 1931 0.11% 0.013%
95 15.195 4306 4309 4310 rBV3 1260 755 0.04% 0.005%
96 15.356 4357 4359 4365 rVBS 1434 1035 0.06% 0.007%
97 15.645 4446 4449 4454 rBV4 1516 1601 0.09% 0.011%
98 15.793 4493 4495 4498 rBV4 1081 797 0.05% 0.006%
99 15.912 4529 4532 4534 rBV3 1319 885 0.05% 0.006%
100 16.037 4568 4571 4574 rBV4 1932 1456 ©0.08% 0.010%
Sum of corrected areas: 14385868
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51129.D

Acqg On : 05 Oct 2022 16:23

Operator : JC/MD

Sample : N4858-01ME

Misc : 5.47g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU051129.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU100522\
Data File : VU@51129.D

Acqg On : 05 Oct 2022 16:23

Operator : JC/MD

Sample : N4858-01ME

Misc : 5.47g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA.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\VU100522\
Data File : VU@51129.D

Acqg On : 05 Oct 2022 16:23

Operator : JC/MD

Sample : N4858-01ME

Misc : 5.47g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@92922WMA .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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