LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020973.D

Acqg On : 08 Apr 2021 15:35
Operator : SY/MD

Sample : M1881-21

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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@20973.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 99 rVB 271618 272283 13.28% 1.725%
2 1.571 157 165 177 rBV 214078 243287 11.87% 1.541%
3 2.108 321 332 348 rBV 498018 734651 35.83% 4.654%
4 2,291 387 389 391 rBv2 757 393  0.02% 0.002%
5 2.381 410 417 420 rBV4 561 707 0.03% 0.004%
6 2.426 426 431 432 rBV2 668 523 0.03% 0.003%
7 2.513 449 458 467 rBV5S 4603 7037 0.34% 0.045%
8 2.661 502 504 509 rVB2 416 257 0.01% 0.002%
9 2.690 509 513 515 rBv2 558 374 0.02% 0.002%
106 2.699 515 516 520 rVB 404 211 0.01% ©0.001%
11 2.751 528 532 533 rBV 650 393  0.02% 0.002%
12 2.828 554 556 559 rVB2 474 201 0.01% 0.001%
13 2.886 570 574 576 rBV 543 452 0.02% 0.003%
14 2.921 582 585 587 rBV 310 196 0.01% 0.001%
15 2.947 590 593 595 rBV2 291 199 0.01% 0.001%
16 3.031 616 619 621 rBv2 405 254 0.01% ©0.002%
17 3.088 634 637 641 rVB3 395 303 0.01% 0.002%
18 3.214 674 676 681 rVB2 396 245 0.01% 0.002%
19 3.246 681 686 689 rBV3 596 474 0.02% 0.003%
20 3.294 698 701 704 rBV2 500 276 0.01% ©0.002%
21 3.330 709 712 716 rBV 478 354 0.02% 0.002%
22 3.378 723 727 729 rBV 389 322 0.02% 0.002%
23 3.548 778 780 783 rVB2 615 286 0.01% 0.002%
24 3.654 810 813 817 rBV3 357 258 0.01% 0.002%
25 3.757 838 845 847 rBV 528 422 0.02% 0.003%
26 3.789 852 855 856 rBV 371 222  0.01% ©0.001%
27 3.9065 877 891 931 rBV2 90589 343901 16.77% 2.179%
28 4.352 1014 1030 1055 rBV 354808 878601 42.85% 5.566%
29 4.632 1115 1117 1119 rBvV3 896 342 0.02% 0.002%
30 4.821 1172 1176 1177 rBV 628 334 0.02% 0.002%
31  4.947 1213 1215 1217 rVB 525 220 0.01% 0.001%
32 5.050 1228 1247 1273 rBV2 800227 2050188 100.00% 12.989%
33 5.445 1368 1370 1373 rBV 540 334 0.02% 0.002%
34 5.481 1380 1381 1384 rvB2 767 355 0.02% 0.002%
35 5.506 1384 1389 1393 rBvV2 1019 973 0.05% 0.006%
36 5.535 1396 1398 1403 rVB2 1198 773 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020973.D

Acqg On : 08 Apr 2021 15:35
Operator : SY/MD

Sample : M1881-21

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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 5.558 1403 1405 1406 rBV 423 217 0.01% 0.001%
38 5.619 1410 1424 1448 rBV 653011 1311792 63.98% 8.311%
39 5.847 1493 1495 1499 rVB3 783 431 0.02% 0.003%
40  5.911 1505 1515 1533 rVB3 36835 77834  3.80% 0.493%
41 6.072 1551 1565 1588 rBV 436340 875195 42.69% 5.545%
42 6.288 1629 1632 1634 rBV2 452 267 0.01% 0.002%
43  6.355 1651 1653 1655 rBvV2 645 319 0.02% 0.002%
44  6.436 1675 1678 1681 rVB3 631 350 0.02% 0.002%
45  6.497 1693 1697 1700 rBV3 613 520 0.03% 0.003%
46 6.567 1717 1719 1722 rBV2 700 531 0.03% 0.003%
47 6.606 1729 1731 1734 rBV 652 388 0.02% 0.002%
48 6.641 1739 1742 1745 rVB2 498 301 0.01% 0.002%
49 6.661 1745 1748 1751 rBV3 613 572 0.03% 0.004%
50 6.673 1751 1752 1757 rVB2 564 272 0.01% 0.002%
51 6.879 1813 1816 1821 rBV2 602 411 0.02% 0.003%
52 6.924 1827 1830 1834 rBV 418 264 0.01% 0.002%
53 6.989 1839 1850 1879 rBV2 257942 474205 23.13% 3.004%
54  7.255 1930 1933 1934 rvv2 460 280 0.01% 0.002%
55 7.320 1941 1953 1971 rBV 982290 1691924 82.53% 10.719%
56 7.590 2033 2037 2038 rBV 880 634 0.03% 0.004%
57 7.625 2038 2048 2072 rVW 177653 315715 15.40%  2.000%
58 7.847 2115 2117 2119 rBvV2 622 361 ©0.02% 0.002%
59 8.053 2178 2181 2184 rBV 427 384 0.02% 0.002%
60  8.095 2184 2194 2225 rBV 390970 798480 38.95% 5.059%
61 8.535 2327 2331 2333 rVB2 382 246 0.01% 0.002%
62 8.554 2333 2337 2339 rBV 428 366 0.02% 0.002%
63 8.570 2340 2342 2345 rVB 956 520 0.03% 0.003%
64 8.619 2355 2357 2358 rBV 550 229 0.01% ©0.001%
65 8.657 2365 2369 2370 rBV 335 271 0.01% 0.002%
66 8.693 2376 2380 2382 rBV2 518 348 0.02% 0.002%
67 8.757 2397 2400 2403 rBV3 362 272 0.01% 0.002%
68 8.789 2407 2410 2411 rBV 533 357 0.02% 0.002%
69 8.857 2419 2431 2456 rBV 994191 1598990 77.99% 10.130%
70 9.210 2535 2541 2542 rBv2 445 392 0.02% 0.002%
71  9.333 2576 2579 2584 rBV3 568 521 0.03% 0.003%
72 9.390 2593 2597 2601 rVB2 593 443 0.02% 0.003%
73 9.419 2604 2606 2608 rVB 716 291 0.01% 0.002%
74  9.432 2608 2610 2614 rVB 540 321  0.02% 0.002%
75 9.493 2622 2629 2633 rBV2 486 517 0.03% 0.003%
76 9.516 2635 2636 2640 rBV3 425 247 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020973.D

Acqg On : 08 Apr 2021 15:35
Operator : SY/MD

Sample : M1881-21

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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 9.757 2705 2711 2715 rBV2 446 546 0.03% 0.003%
78 9.866 2743 2745 2749 rBV2 459 374 0.02% 0.002%
79 9.937 2765 2767 2769 rBV2 625 302 0.01% 0.002%
80 10.133 2821 2828 2841 rVB7 5401 8519 0.42% 0.054%
81 10.220 2841 2855 2874 rBV 598205 935554 45.63% 5.927%
82 10.541 2952 2955 2957 rBV2 541 350 0.02% 0.002%
83 10.657 2988 2991 2992 rBV 794 459 0.02% 0.003%
84 10.924 3066 3074 3082 rBV6 4721 6953 0.34% 0.044%
85 10.976 3087 3090 3094 rBV2 419 328 0.02% 0.002%
86 11.027 3101 3106 3108 rBV3 993 917 ©0.04% 0.006%
87 11.255 3165 3177 3200 rBV 999384 1511999 73.75% 9.579%
88 11.477 3244 3246 3249 rVB2 984 413  0.02% 0.003%
89 11.631 3282 3294 3316 rBV 1028204 1615129 78.78% 10.232%
90 11.789 3340 3343 3347 rBV4 1535 1422 0.07% ©0.009%
91 11.976 3398 3401 3403 rBV2 814 536 0.03% 0.003%
92 12.066 3426 3429 3432 rVB2 1110 560 0.03% 0.004%
93 12.162 3456 3459 3461 rBV2 591 299 0.01% 0.002%
94 12.410 3533 3536 3539 rVB 656 406 0.02% 0.003%
95 12.429 3539 3542 3546 rBV2 509 394 0.02% 0.002%
96 12.590 3589 3592 3593 rBV 804 427 0.02% 0.003%
97 12.937 3698 3700 3705 rVB 477 276 0.01% 0.002%
98 13.056 3735 3737 3740 rVB2 760 291 0.01% 0.002%
99 13.490 3870 3872 3874 rBV2 682 350 0.02% 0.002%
100 14.872 4298 4302 4304 rBV2 1323 1079 0.05% 0.007%
Sum of corrected areas: 15784462
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Data Path :
Data File
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Operator
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LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40821\

: VWe20973.D

: 08 Apr 2021 15:35
: SY/MD

: M1881-21

: 5.0mL/MSVOA_V/WATER
: 13

Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

TIC: VV020973.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020973.D

Acqg On : 08 Apr 2021 15:35
Operator : SY/MD

Sample : M1881-21

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 13  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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.911 2.97 ug/L 77834  1,4-Difluorobenzene 5.619

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2,2,3-trichloro-... 190 C4H5C1302 004749-35-3 50
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 35
3 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 25
4 4H-Pyran-4-one 96 C5H402 000108-97-4 9
5 2-Cyano-3,5-dimethylpyrazine 133 C7H7N3 124629-52-3 9

Abundance Scan 1515 (5.911 min): VV020973.D\data.ms (-1505) (-) m/z 130.95 100.00%

96.0 130.9
5000 61.0
e e
370 ‘ 5.60 5.80 6.00 6.20
Ol e W mjz 95.95  93.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59.0 96.0
5000 \\‘\\\\‘\\\\’\\\\‘\\\\‘
131.0 5.60 5.80 6.00 6.20
15.0 m/z 133.00 91.15%
0 136.0 L ||__1850  190.0
\\\\‘\\\\‘\\\\ \\\\‘\\\ \1\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2705: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
P e
5.60 5.80 6.00 6.20
5000 m/z 98.00 57.17%
26.0 ‘
oHH_“HMMM‘!“‘H‘HmlHH,HH,HH_HWH‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone “‘H“‘H“,H“_“‘
96.0 5.60 5.80 6.00 6.20
61.0 m/z 61.00 48.15%
5000
126.0
m/z--> 20 40 60 80 100 120 140 160 180 5.60 5.80 6.00 6.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020973.D

Acqg On : 08 Apr 2021 15:35
Operator : SY/MD

Sample : M1881-21

Misc : 5.0mL/MSVOA_V/WATER

ALS Vvial : 13  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|

Propanoic acid,... 5.911 3.0 ug/L 77834 1 5.619 1311790 50.0
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