LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021946.D

Acqg On : 25 Aug 2021 13:46

Operator : SY/MD

Sample : M3518-12ME

Misc : 7.54g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 9 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\SFAMVLMO81621WMA.M
Title : VOC Analysis

Signal : TIC: VV@21946.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.301 75 81 88 rBV 113633 125676  9.42%  1.165%
2 2.076 312 322 334 rBV 263693 377168 28.26% 3.497%
3 2.410 424 426 427 rBV2 453 186 0.01% 0.002%
4 2.632 491 495 497 rBV 401 345 0.03% 0.003%
5 2.664 502 505 511 rvB2 610 440 0.03% 0.004%
6 2.728 521 525 533 rBv4 988 1375 0.10% 0.013%
7 2.818 551 553 555 rVB2 476 169 0.01% 0.002%
8 2.899 576 578 580 rBvV3 347 190 0.01% 0.002%
9 2.924 583 586 588 rBv2 365 229 0.02% 0.002%
10 2.969 596 600 602 rBV2 229 142 0.01% 0.001%
11 2.982 602 604 606 rBv2 306 180 0.01% 0.002%
12 3.072 631 632 636 rvB2 413 130 0.01% 0.001%
13  3.114 642 645 652 rVB2 539 453 0.03% 0.004%
14 3.236 681 683 685 rBv2 260 157 0.01% 0.001%
15 3.265 690 692 696 rVB3 295 165 ©0.01% 0.002%
16 3.323 706 710 714 rVB3 401 269 0.02% 0.002%
17 3.378 724 727 729 rBV2 456 283 0.02% 0.003%
18 3.442 745 747 749 rBvV2 441 222 0.02% 0.002%
19 3.519 770 771 774 rBV 296 131 0.01% 0.001%
20 3.731 832 837 838 rBv2 1021 924 0.07% 0.009%
21 3.805 858 860 863 rBv2 359 202 0.02% 0.002%
22 3.892 877 887 920 rBV2 68801 261537 19.60% 2.425%
23 4.346 1010 1028 1058 rBvV 191860 514721 38.57% 4.772%
24 4.719 1140 1144 1147 rBV3 472 405 0.03% 0.004%
25 4.744 1147 1152 1154 rBV2 751 529 0.04% 0.005%
26 4.828 1176 1178 1182 rVB2 255 167 0.01% 0.002%
27 4.876 1190 1193 1196 rVB2 399 226 0.02% 0.002%
28 4.895 1196 1199 1202 rBV3 596 454 0.03% 0.004%
29 4.921 1205 1207 1209 rVB3 549 217 0.02% 0.002%
30 4.979 1222 1225 1228 rBV 231 166 0.01% 0.002%
31 5.040 1228 1244 1279 rBV2 530193 1334673 100.00% 12.375%
32 5.571 1406 1409 1410 rBv2 438 232 0.02% 0.002%
33 5.616 1410 1423 1457 rBV 428344 902069 67.59% 8.364%
34 5.902 1500 1512 1530 rBV2 31903 71664 5.37% 0.664%
35 6.069 1551 1564 1597 rVB 279606 609100 45.64% 5.648%
36 6.272 1625 1627 1632 rVW4 513 404 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021946.D

Acqg On : 25 Aug 2021 13:46

Operator : SY/MD

Sample : M3518-12ME

Misc : 7.54g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 9 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\SFAMVLMO81621WMA.M
Title : VOC Analysis
37 6.304 1634 1637 1639 rVB 643 350 0.03% 0.003%
38 6.323 1639 1643 1644 rBV 198 127 0.01% 0.001%
39 6.365 1651 1656 1657 rBV 330 273 0.02% 0.003%
40 6.374 1657 1659 1661 rVB3 576 250 0.02% 0.002%
41 6.503 1697 1699 1701 rBV 220 120 0.01% 0.001%
42 6.567 1715 1719 1722 rBV2 236 242 0.02% 0.002%
43  6.622 1730 1736 1738 rBV2 894 843 0.06% ©0.008%
44 6.763 1776 1780 1782 rBV 228 171 0.01% 0.002%
45  6.837 1799 1803 1805 rBvV2 322 227 0.02% 0.002%
46 6.911 1819 1826 1828 rBV3 885 913 0.07% 0.008%
47 6.989 1838 1850 1877 rBV 153468 299520 22.44% 2.777%
48  7.207 1915 1918 1921 rBV2 374 293 0.02% 0.003%
49 7.223 1921 1923 1925 rVB2 547 237 0.02% 0.002%
50 7.243 1925 1929 1930 rBV 528 242 0.02% 0.002%
51 7.265 1931 1936 1937 rBV3 1069 897 0.07% 0.008%
52 7.316 1940 1952 1970 rBV 634663 1116694 83.67% 10.354%
53 7.625 2035 2048 2080 rBV 101977 205407 15.39%  1.905%
54 7.879 2123 2127 2130 rBvV2 507 355 0.03% 0.003%
55  7.911 2133 2137 2141 rVB 278 219 0.02% 0.002%
56 7.940 2141 2146 2149 rBV3 359 445 0.03% 0.004%
57 7.979 2152 2158 2159 rBV3 551 372 0.03% 0.003%
58 8.046 2175 2179 2182 rBvV2 364 273 0.02% 0.003%
59 8.107 2185 2198 2237 rBV2 297479 685434 51.36% 6.355%
60 8.500 2317 2320 2326 rBV4 723 760 0.06% ©0.007%
61 8.664 2366 2371 2376 rBV5S 678 819 0.06% ©0.008%
62 8.686 2376 2378 2383 rVB3 452 241 0.02% 0.002%
63 8.812 2413 2417 2419 rBV2 719 424 0.03% 0.004%
64  8.857 2419 2431 2458 rBV 648950 1133305 84.91% 10.508%
65 9.149 2513 2522 2533 rBV6 3950 7406 ©.55% 0.069%
66 9.275 2559 2561 2563 rBV 233 112 0.01% 0.001%
67 9.442 2609 2613 2616 rBV 445 360 0.03% 0.003%
68 9.474 2620 2623 2626 rBV3 694 468 0.04% 0.004%
69 9.516 2633 2636 2638 rBV2 544 280 0.02% 0.003%
70  9.554 2639 2648 2658 rBV5 3467 5402 0.40% 0.050%
71  9.641 2671 2675 2676 rBV 303 174 0.01% 0.002%
72 9.680 2681 2687 2689 rBV3 620 594 0.04% 0.006%
73 9.693 2689 2691 2692 rBv2 722 283 0.02% 0.003%
74 9.760 2709 2712 2714 rVB2 374 173 0.01% 0.002%
75 9.776 2714 2717 2719 rBV2 225 121 0.01% 0.001%
76 9.795 2719 2723 2725 rBvV3 769 616 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82521\
Data File : VV021946.D

Acqg On : 25 Aug 2021 13:46

Operator : SY/MD

Sample : M3518-12ME

Misc : 7.54g/5.0mL/100uL/5.0emL/MSVOA_V/MEOH

ALS vial : 9 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\SFAMVLMO81621WMA.M
Title : VOC Analysis

77 9.831 2731 2734 2736 rBV 464 335 0.03% 0.003%
78 9.918 2758 2761 2763 rBV2 428 222 0.02% 0.002%
79 10.130 2818 2827 2841 rVB4 4271 7787 0.58% 0.072%
80 10.223 2842 2856 2877 rBV 401165 657960 49.30% 6.101%
81 10.426 2917 2919 2921 rVB 346 165 ©0.01% 0.002%
82 10.673 2994 2996 2998 rBV 389 190 0.01% 0.002%
83 10.725 3010 3012 3014 rBV 379 175 0.01% 0.002%
84 10.741 3014 3017 3019 rBV2 774 533 0.04% 0.005%
85 11.040 3102 3110 3115 rBV4 1083 1733  0.13% 0.016%
86 11.152 3137 3145 3154 rVB8 2684 4743 0.36% 0.044%
87 11.197 3155 3159 3162 rBV3 1174 895 0.07% ©0.008%

88 11.252 3164 3176 3199 rBV 810308 1257443 94.21% 11.659%
89 11.628 3282 3293 3316 rVB 746343 1164584 87.26% 10.798%

990 11.792 3336 3344 3351 rBvV8 2812 4219 0.32% 0.039%
91 11.918 3381 3383 3385 rBvV2 368 191 0.01% 0.002%
92 12.178 3462 3464 3468 rBV3 587 415 0.03% 0.004%
93 12.654 3608 3612 3618 rVB4 794 742 0.06% 0.007%
94 12.776 3646 3650 3651 rBV3 431 350 0.03% 0.003%
95 12.866 3674 3678 3680 rBV3 617 401 0.93% 0.004%
96 12.892 3682 3686 3693 rVB5 2871 3333 0.25% 0.031%
97 13.049 3729 3735 3740 rVB3 941 1137 0.09% 0.011%
98 13.519 3873 3881 3889 rBvV4 2290 4454 0.33% 0.041%
99 13.898 3994 3999 4003 rBV6 1609 1988 0.15% 0.018%
100 14.593 4213 4215 4217 rBvV 456 246 0.02% 0.002%
Sum of corrected areas: 10785283
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021946.D

Acqg On : 25 Aug 2021 13:46

Operator : SY/MD

Sample : M3518-12ME

Misc : 7.54g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VV021946.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082521\
Data File : VV021946.D

Acqg On : 25 Aug 2021 13:46

Operator : SY/MD

Sample : M3518-12ME

Misc : 7.54g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.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.
5.902 3.97 ug/L 71664  1,4-Difluorobenzene 5.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Chloro-4-fluoropyridine 131 CS5H3C1FN 1000484-44-8 38
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 37
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 35
5 4-Chloro-3-fluoropyridine 131 CS5H3C1FN 002546-56-7 30

Abundance Scan 1512 (5.902 min): VV021946.D\data.ms (-1500) (-) m/z 130.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@82521\
Data File : VV021946.D

Acqg On : 25 Aug 2021 13:46

Operator : SY/MD

Sample : M3518-12ME

Misc : 7.54g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO81621WMA.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|

unknown-01 5.902 4.0 ug/L 71664 1 5.616 902069 50.0
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