LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40521\
Data File : VV020909.D

Acqg On : 05 Apr 2021 12:56

Operator : SY/MD

Sample : VVe405MBLO1

Misc : 5.0g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 3  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 V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis

Signal : TIC: VV@20909.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.307 77 83 96 rVB 311117 304619 12.79% 1.666%
2 1.568 157 164 176 rVB 240906 270186 11.34% 1.478%
3 2.108 322 332 347 rBV 553669 795950 33.41%  4.354%
4 2.378 413 416 419 rBV 604 418 0.02% 0.002%
5 2.423 428 430 432 rBV2 785 324 0.01% 0.002%
6 2.712 518 520 523 rVB 631 237 0.01% 0.001%
7 2.751 528 532 533 rBV 860 593 0.02% 0.003%
8 2.889 571 575 577 rBv2 426 379 0.02% 0.002%
9 2.921 584 585 587 rBv2 409 174 0.01% 0.001%
106 3.018 613 615 620 rVB3 582 477 0.02% 0.003%
11 3.053 625 626 630 rVB 686 214 0.01% ©0.001%
12 3.076 630 633 634 rBV2 454 282 0.01% 0.002%
13 3.121 645 647 649 rVB 628 278 0.01% 0.002%
14 3.137 649 652 654 rBv2 608 417 0.02% 0.002%
15 3.249 686 687 689 rBv2 427 177 0.01% 0.001%
16 3.317 704 708 711 rBV2 315 265 0.01% ©0.001%
17 3.336 711 714 717 rBV3 377 353 0.01% 0.002%
18 3.381 726 728 729 rBV 439 222  0.01% 0.001%
19 3.407 734 736 738 rVwV 439 196 0.01% 0.001%
20 3.420 738 740 746 rVB2 327 303 0.01% 0.002%
21 3.449 746 749 754 rBV3 957 721 0.03% 0.004%
22 3.526 768 773 776 rBV3 813 714 0.03% 0.004%
23 3.593 789 794 796 rBV2 705 567 ©0.02% 0.003%
24 3.661 812 815 818 rBV2 512 304 0.01% 0.002%
25 3.732 833 837 843 rBv2 711 960 0.04% 0.005%
26 3.761 843 846 850 rVv3 542 507 ©0.02% 0.003%
27 3.831 866 868 871 rBV 477 285 0.01% ©0.002%
28 3.899 877 889 930 rBV 115447 416380 17.48% 2.277%
29 4.349 1014 1029 1065 rVB 408059 1012735 42.51% 5.539%
30 4.760 1153 1157 1159 rBV3 803 633 0.03% 0.003%
31 4.908 1200 1203 1206 rBvV3 788 543 0.02% 0.003%
32 4.928 1207 1209 1210 rVV 640 179 0.01% 0.001%
33 5.047 1226 1246 1269 rBV2 939415 2382139 100.00% 13.030%
34 5.455 1370 1373 1377 rBV4 589 528 0.02% 0.003%
35 5.619 1411 1424 1457 rBV 717346 1460191 61.30% 7.987%
36 5.905 1504 1513 1532 rVB2 39194 81861 3.44% 0.448%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40521\
Data File : VV020909.D

Acqg On : 05 Apr 2021 12:56

Operator : SY/MD

Sample : VVe405MBLO1

Misc : 5.0g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 3  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 V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis
37 6.069 1551 1564 1590 rBV 516171 1041732 43.73% 5.698%
38 6.362 1650 1655 1657 rBvV3 632 515 ©0.02% 0.003%
39 6.378 1657 1660 1663 rVvV2 959 557 0.02% 0.003%
40 6.516 1701 1703 1705 rBV 424 201 0.01% 0.001%
41 6.529 1705 1707 1711 rVWV 719 416 0.02% 0.002%
42 6.629 1734 1738 1742 rVB2 788 672 0.03% 0.004%
43 6.654 1742 1746 1748 rBV2 924 659 0.03% 0.004%
44  6.735 1769 1771 1774 rBV2 425 268 0.01% 0.001%
45 6.770 1777 1782 1788 rBV3 1256 1025 0.04% 0.006%
46 6.912 1823 1826 1829 rBV 737 382 0.02% 0.002%
47  6.934 1829 1833 1837 rBvV2 564 425 0.02% 0.002%
48 6.985 1838 1849 1873 rBV 300269 557342 23.40% 3.049%
49 7.243 1927 1929 1931 rBV2 853 438 0.02% 0.002%
50 7.317 1939 1952 1971 rBV 1146528 1986057 83.37% 10.863%
51 7.622 2037 2047 2072 rBV 217134 383491 16.10% 2.098%
52 7.937 2142 2145 2151 rVB4 1254 1052 0.04% 0.006%
53 8.092 2183 2193 2229 rBV 506340 984288 41.32%  5.384%
54  8.590 2346 2348 2349 rBV 384 139 0.01% 0.001%
55  8.744 2394 2396 2400 rvv3 545 326 0.01% 0.002%
56 8.764 2400 2402 2406 rVB3 563 305 0.01% 0.002%
57 8.854 2419 2430 2463 rBV 1078428 1769048 74.26% 9.676%
58 9.326 2575 2577 2581 rBvV3 582 356 0.01% 0.002%
59 9.387 2592 2596 2600 rBV5 640 567 0.02% 0.003%
60 9.429 2608 2609 2612 rBv2 487 241 0.01% 0.001%
61 9.699 2691 2693 2695 rBV2 421 191 0.01% 0.001%
62 9.744 2706 2707 2710 rBV2 440 189 0.01% 0.001%
63 9.825 2730 2732 2735 rBV 506 334 0.01% 0.002%
64 10.072 2806 2809 2812 rBV2 608 381 0.02% 0.002%
65 10.130 2819 2827 2838 rBV3 5805 8969 0.38% 0.049%
66 10.220 2843 2855 2877 rBV 716672 1120749 47.05% 6.130%
67 10.535 2951 2953 2954 rBV 767 317 0.01% 0.002%
68 10.661 2987 2992 2994 rBV3 862 893 0.04% 0.005%
69 10.747 3016 3019 3020 rBV 420 290 0.01% 0.002%
70 10.815 3036 3040 3041 rBV2 819 616 ©0.03% ©0.003%
71 10.924 3066 3074 3082 rBV7 5941 8755 ©.37% 0.048%
72 11.095 3124 3127 3130 rBV2 618 525 0.02% 0.003%
73 11.149 3139 3144 3150 rVB6 2998 3266 0.14% 0.018%
74 11.252 3165 3176 3195 rBV 1126313 1753416 73.61% 9.591%
75 11.628 3281 3293 3315 rBV 1196685 1898087 79.68% 10.382%
76 11.902 3375 3378 3379 rBV 750 339 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40521\
Data File : VV020909.D

Acqg On : 05 Apr 2021 12:56

Operator : SY/MD

Sample : VVe405MBLO1

Misc : 5.0g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 3  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 V\Method\SOMVLM@32321WMA.M
Title : VOC Analysis

77 11.937 3386 3389 3392 rBV2 819 477 0.02% 0.003%
78 12.043 3420 3422 3426 rVB3 1266 864 0.04% 0.005%
79 12.101 3436 3440 3444 rVB4 1114 865 0.04% 0.005%
80 12.329 3509 3511 3513 rBV2 716 416 0.02% 0.002%
81 12.423 3537 3540 3546 rBV3 991 1021 0.04% 0.006%
82 12.587 3588 3591 3593 rBV2 594 393 0.02% 0.002%
83 12.657 3607 3613 3622 rVB9 4073 6027 0.25% 0.033%
84 12.712 3628 3630 3631 rBV2 759 386 0.02% 0.002%
85 13.278 3799 3806 3816 rVB6 5770 8170 0.34% 0.045%
86 13.435 3852 3855 3858 rBV 874 739 0.03% 0.004%

Sum of corrected areas: 18282488
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40521\
Data File : VV020909.D

Acqg On : 05 Apr 2021 12:56

Operator : SY/MD

Sample ¢ VVe4e5MBLO1

Misc : 5.0g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
: VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV020909.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040521\
Data File : VV020909.D

Acqg On : 05 Apr 2021 12:56

Operator : SY/MD

Sample ¢ VVe4e5MBLO1

Misc : 5.0g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.905 2.80 ug/L 81861 1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
2 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
3 2-Cyano-3,5-dimethylpyrazine 133 C7H7N3 124629-52-3 9
4 Furfural 96 C5H402 000098-01-1 9
51,2,4-Triazole, 3,5-dithioxo- 133 C2H3N3S2 005650-03-3 9

Abundance Scan 1513 (5.905 min): VV020909.D\data.ms (-1504) (-) m/z 130.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@40521\
Data File : VV020909.D

Acqg On : 05 Apr 2021 12:56

Operator : SY/MD

Sample : VVe405MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SOMVLM@32321WMA.M
Quant Title : VOC Analysis

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|

unknown-01 5.905 2.8 ug/L 81861 1 5.619 1460190 50.0
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