LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV@21910.D

Acqg On : 20 Aug 2021 13:23

Operator : SY/MD

Sample : M3458-01ME

Misc : 6.50g/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: VVv@21910.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 81 104 rBV 114423 158137 11.54%  1.489%
2 2.073 312 321 334 rBV 265425 375664 27.42% 3.538%
3 2.490 445 451 469 rVB2 11983 21576 1.57% 0.203%
4 2,597 482 484 488 rBvV3 504 359 0.03% 0.003%
5 2.770 536 538 542 rvB2 525 292 0.02% 0.003%
6 2.857 562 565 568 rBV 302 211 0.02% 0.002%
7 2.889 572 575 579 rBvV2 346 298 0.02% 0.003%
8 2.912 579 582 585 rBV3 371 239  0.02% 0.002%
9 2.960 594 597 599 rBv2 390 231 0.02% 0.002%
106 3.150 650 656 658 rBV 297 249 0.02% 0.002%
11 3.166 658 661 668 rVB3 450 470 0.03% 0.004%
12 3.208 668 674 677 rBV3 365 329 0.02% 0.003%
13  3.259 686 690 694 rBV 431 436 0.03% 0.004%
14 3.343 714 716 723 rVB2 405 264 0.02% 0.002%
15 3.449 742 749 754 rBV2 306 372 0.03% 0.004%
16 3.526 770 773 775 rBV3 328 207 0.02% 0.002%
17 3.580 788 790 794 rBV 296 190 0.01% 0.002%
18 3.642 804 809 812 rBvV2 438 299 0.02% 0.003%
19 3.815 861 863 868 rvB2 272 186 0.01% 0.002%
20 3.892 877 887 920 rBvV2 75900 279324 20.39% 2.630%
21  4.346 1009 1028 1056 rBV 202756 534967 39.04% 5.038%
22 4.600 1104 1107 1109 rBv2 476 346 0.03% 0.003%
23 4.802 1164 1170 1172 rBV2 270 284 0.02% 0.003%
24  4.818 1172 1175 1180 rVVv4 382 398 0.03% 0.004%
25 4.857 1184 1187 1190 rBV3 482 395 0.03% 0.004%
26 4.924 1204 1208 1210 rBV2 564 455 0.03% 0.004%
27 5.040 1227 1244 1285 rBV2 551844 1370155 100.00% 12.903%
28 5.613 1409 1422 1457 rVV 418447 891939 65.10%  8.399%
29 5.902 1500 1512 1532 rBV 27552 62561 4.57% 0.589%
30 6.069 1551 1564 1592 rBV ~ 282034 613779 44.80% 5.780%
31 6.317 1636 1641 1644 rBvV3 337 227 0.02% 0.002%
32 6.342 1647 1649 1651 rBV 378 242 0.02% 0.002%
33  6.381 1659 1661 1663 rBV 293 191 0.01% 0.002%
34 6.410 1667 1670 1671 rBvV2 524 315 0.02% 0.003%
35 6.481 1689 1692 1694 rBV 376 200 0.01% 0.002%
36 6.638 1737 1741 1742 rBV2 682 508 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV@21910.D

Acqg On : 20 Aug 2021 13:23

Operator : SY/MD

Sample : M3458-01ME

Misc : 6.50g/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 6.728 1766 1769 1772 rVB3 725 470 0.03% 0.004%
38 6.802 1789 1792 1796 rvv3 383 393 0.03% 0.004%
39 6.892 1818 1820 1823 rBV2 356 189 0.01% 0.002%
40 6.912 1823 1826 1831 rBV3 262 281 0.02% 0.003%
41 6.989 1837 1850 1875 rBV 152160 301951 22.04% 2.843%
42 7.207 1916 1918 1919 rBV2 488 223 0.02% 0.002%
43 7.262 1932 1935 1938 rBV3 544 401 0.03% 0.004%
44  7.317 1940 1952 1971 rBV 625577 1124739 82.09% 10.592%
45  7.625 2038 2048 2075 rBvV2 101871 199526 14.56% 1.879%
46 7.770 2090 2093 2095 rBV 467 312 0.02% 0.003%
47  7.786 2095 2098 2101 rVV4 785 480 0.04% 0.005%
48 7.876 2121 2126 2128 rBvV2 410 383 0.03% 0.004%
49 7.934 2143 2144 2147 rBV2 354 198 0.01% 0.002%
50 8.066 2183 2185 2186 rBV 492 182 0.01% ©0.002%
51 8.108 2186 2198 2233 rVV2 268494 632488 46.16% 5.956%
52 8.368 2277 2279 2281 rBV 618 206 0.02% 0.002%
53 8.432 2297 2299 2302 rBV4 310 187 0.01% 0.002%
54 8.516 2322 2325 2332 rVB4 781 652 0.05% 0.006%
55  8.551 2332 2336 2337 rBvV2 428 258 0.02% 0.002%
56 8.616 2355 2356 2360 rBvV2 443 297 0.02% 0.003%
57 8.670 2369 2373 2374 rBV3 462 242 0.02% 0.002%
58 8.699 2381 2382 2385 rBvV2 361 244  0.02% 0.002%
59 8.857 2418 2431 2456 rBV 611393 1080664 78.87% 10.176%
60 9.072 2496 2498 2500 rVB2 507 209 0.02% 0.002%
61 9.101 2503 2507 2508 rBV 412 201 0.01% 0.002%
62 9.146 2515 2521 2526 rBV5 1506 1843 0.13% 0.017%
63 9.284 2562 2564 2569 rVB 474 228 0.02% 0.002%
64 9.310 2569 2572 2575 rBV2 278 195 0.01% 0.002%
65 9.333 2575 2579 2582 rVB3 384 309 0.02% 0.003%
66 9.484 2623 2626 2628 rVVv2 350 190 0.01% 0.002%
67 9.548 2644 2646 2648 rBV 552 305 ©0.02% 0.003%
68 9.683 2685 2688 2689 rVv2 336 185 ©0.01% 0.002%
69 9.712 2692 2697 2698 rBV2 425 350 0.03% 0.003%
70 9.786 2716 2720 2721 rBvV2 419 203 0.01% 0.002%
71  9.805 2724 2726 2728 rVB 391 210 0.02% 0.002%
72 9.876 2745 2748 2751 rBV3 446 315 0.02% 0.003%
73 9.905 2755 2757 2761 rVB3 263 183 0.01% 0.002%
74 9.931 2761 2765 2767 rBV 265 228 0.02% 0.002%
75 10.024 2791 2794 2797 rBvV2 403 215 0.02% 0.002%
76 10.127 2814 2826 2838 rVB6 3654 6385 0.47% 0.060%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV@21910.D

Acqg On : 20 Aug 2021 13:23

Operator : SY/MD

Sample : M3458-01ME

Misc : 6.50g/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 10.223 2844 2856 2881 rBV 426316 699683 51.07% 6.589%
78 10.490 2937 2939 2943 rVB4 678 411 0.03% 0.004%
79 10.551 2956 2958 2960 rBV2 460 247 0.02% 0.002%
80 10.815 3037 3040 3042 rBV2 352 295 0.02% 0.003%
81 10.876 3057 3059 3064 rBV4 517 576 0.04% 0.005%
82 10.921 3067 3073 3086 rVB7 3533 6292 0.46% 0.059%
83 11.027 3102 3106 3109 rBV3 749 682 ©0.05% 0.006%
84 11.143 3136 3142 3152 rBV4 1873 2870 0.21% 0.027%
85 11.252 3164 3176 3200 rBV 712069 1108185 80.88% 10.436%
86 11.628 3281 3293 3313 rBV 705211 1112091 81.17% 10.472%
87 11.853 3354 3363 3364 rBV5 1171 1354 0.10% 0.013%
88 12.252 3479 3487 3489 rBV3 1159 1297 0.09% 0.012%
89 12.304 3501 3503 3507 rBV3 365 249 0.02% 0.002%
90 12.519 3568 3570 3574 rVB2 541 238 0.02% 0.002%
91 12.706 3626 3628 3632 rVV 424 290 0.02% 0.003%
92 12.796 3651 3656 3658 rBV2 569 403 0.03% 0.004%
93 12.886 3681 3684 3685 rBV2 781 479 0.03% 0.005%
94 13.226 3787 3790 3795 rBV2 382 287 0.02% 0.003%
95 13.419 3847 3850 3852 rBV3 435 251 0.02% 0.002%
96 13.480 3867 3869 3871 rBV2 475 212 0.02% 0.002%
97 13.516 3871 3880 3892 rBV3 2905 5547 0.40% 0.052%
98 13.587 3897 3902 3904 rBV2 396 399 0.03% 0.004%
99 14.336 4133 4135 4137 rBV 387 187 0.01% 0.002%
100 14.397 4148 4154 4161 rVB5 3076 3677 0.27% 0.035%
Sum of corrected areas: 10619217
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021910.D

Acqg On : 20 Aug 2021 13:23

Operator : SY/MD

Sample : M3458-01ME

Misc : 6.50g/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: VV021910.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082021\
Data File : VV021910.D

Acqg On : 20 Aug 2021 13:23

Operator : SY/MD

Sample : M3458-01ME

Misc : 6.50g/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 3.51 ug/L 62561 1,4-Difluorobenzene 5.613

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
2 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 36
3 4-Chloro-3-fluoropyridine 131 C5H3C1FN 002546-56-7 32
4 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25
5 2-Chloro-4-fluoropyridine 131 CS5H3C1FN 1000484-44-8 23
Abundance Scan 1512 (5.902 min): VV021910. 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\VVv082021\
Data File : VV@21910.D

Acqg On : 20 Aug 2021 13:23

Operator : SY/MD

Sample : M3458-01ME

Misc : 6.50g/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 3.5 ug/L 62561 1 5.613 891939 50.0
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