LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020964.D

Acqg On : 08 Apr 2021 12:00
Operator : SY/MD

Sample : M1880-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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: VV020964.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 76 83 94 rBV 298547 293713 13.91% 1.807%
2 1.568 157 164 175 rBV 227435 256792 12.16% 1.580%
3 2.108 321 332 362 rVB 542304 796238 37.72%  4.898%
4 2.359 408 410 415 rvB2 511 385 0.02% 0.002%
5 2.391 417 420 421 rBV 394 243  0.01% 0.001%
6 2.426 428 431 432 rBV 544 282 0.01% 0.002%
7 2.439 433 435 438 rVB2 857 459 0.02% 0.003%
8 2.507 452 456 463 rBv4 1495 1503 0.97% 0.009%
9 2.613 487 489 492 rVB 413 225 0.01% 0.001%
10 2.638 493 497 499 rBV 376 264 0.01% 0.002%
11 2.754 530 533 534 rBV3 1444 764 0.04% 0.005%
12 2.854 561 564 566 rBvV 531 297 0.01% 0.002%
13  2.867 566 568 572 rVv2 399 243 0.01% ©0.001%
14 3.259 688 690 693 rVW 506 242 0.01% ©0.001%
15 3.304 701 704 706 rVB2 547 294 0.01% 0.002%
16 3.381 724 728 734 rBV 522 557 0.03% 0.003%
17 3.417 735 739 744 rVW2 328 367 0.02% 0.002%
18 3.497 762 764 766 rBv2 593 289 0.01% 0.002%
19 3.574 783 788 791 rVB3 450 296 0.01% 0.002%
20 3.606 795 798 800 rBV2 375 218 0.01% ©0.001%
21 3.629 801 805 808 rBV 502 427 0.02% 0.003%
22 3.661 813 815 818 rBV2 242 204 0.01% 0.001%
23  3.764 845 847 849 rBV 435 255 0.01% ©0.002%
24 3.851 870 874 877 rBvV2 465 254 0.01% ©0.002%
25 3.896 877 888 918 rBV 96711 325728 15.43% 2.004%
26 4.349 1012 1029 1062 rBvV 371862 919459 43.55% 5.656%
27 4.767 1155 1159 1160 rBV3 382 228 0.01% 0.001%
28 4.925 1204 1208 1209 rBV 538 362 0.02% 0.002%
29 5.047 1229 1246 1273 rBV2 816346 2111172 100.00% 12.988%
30 5.249 1307 1309 1312 rBV3 780 473 0.02% 0.003%
31 5.333 1333 1335 1338 rvVvB2 792 349 0.02% 0.002%
32 5.352 1339 1341 1344 rBvV2 537 288 0.01% 0.002%
33 5.490 1380 1384 1385 rBvV2 521 340 0.02% 0.002%
34 5.529 1392 1396 1397 rBV3 276 198 0.01% 0.001%
35 5.616 1410 1423 1450 rBV 649233 1322852 62.66% 8.138%

36 5.905 1503 1513 1530 rBV2 49680 103173 4.89% ©0.635%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020964.D

Acqg On : 08 Apr 2021 12:00
Operator : SY/MD

Sample : M1880-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 1549 1564 1596 rBV 440464 914878 43.34% 5.628%
38 6.378 1656 1660 1661 rBvV2 611 409 0.02% 0.003%
39 6.410 1667 1670 1673 rVB4 818 660 0.03% 0.004%
40 6.432 1673 1677 1678 rBV 356 259 0.01% 0.002%
41 6.767 1778 1781 1785 rBvV2 469 366 0.02% 0.002%
42 6.796 1788 1790 1796 rBV2 440 446 0.02% 0.003%
43 6.941 1831 1835 1837 rBvV2 332 277 0.01% 0.002%
44  6.986 1838 1849 1877 rBV 264548 489913 23.21% 3.014%
45  7.227 1923 1924 1926 rBV 507 267 0.01% 0.002%
46 7.317 1939 1952 1971 rBV 1023426 1765056 83.61% 10.858%
47  7.622 2036 2047 2072 rBV 185943 334620 15.85% 2.059%
48 7.789 2096 2099 2102 rBvV2 825 455 0.02% 0.003%
49 7.818 2106 2108 2109 rBV2 473 243 0.01% 0.001%
50 7.953 2147 2150 2152 rBV3 1043 614 0.03% 0.004%
51 8.092 2183 2193 2227 rBV2 390552 790953 37.47% 4.866%
52 8.468 2307 2310 2315 rBV3 620 573 0.03% 0.004%
53  8.555 2333 2337 2340 rBV3 596 489 0.02% 0.003%
54  8.590 2346 2348 2352 rBV4 782 554 0.03% 0.003%
55 8.619 2355 2357 2362 rvv3 809 543 0.03% 0.003%
56 8.638 2362 2363 2367 rVB 519 363 0.02% 0.002%
57 8.725 2388 2390 2393 rVB 572 296 0.01% 0.002%
58 8.776 2402 2406 2409 rvVB2 634 442 0.02% 0.003%
59 8.854 2418 2430 2463 rBV 989860 1616289 76.56% 9.943%
60 9.056 2491 2493 2495 rBv2 639 423 0.02% 0.003%
61 9.256 2554 2555 2558 rBV2 504 199 0.01% 0.001%
62 9.288 2563 2565 2567 rBV2 445 256 0.01% 0.002%
63 9.490 2624 2628 2631 rBv2 469 454 0.02% 0.003%
64 9.561 2646 2650 2657 rVB7 1861 2065 0.10% 0.013%
65 9.590 2657 2659 2661 rBV3 871 424 0.02% 0.003%
66 9.786 2718 2720 2723 rBvV 678 406 0.02% 0.002%
67 9.857 2737 2742 2744 rBV 612 370  0.02% 0.002%
68 9.873 2744 2747 2749 rBV 533 363 0.02% 0.002%
69 10.075 2807 2810 2811 rBV 426 210 0.01% 0.001%
70 10.137 2820 2829 2837 rVB5 5086 8252 0.39% 0.051%
71 10.178 2837 2842 2843 rBV 571 452 0.02% 0.003%
72 10.220 2843 2855 2879 rVV 591560 922541 43.70% 5.675%
73 10.320 2883 2886 2890 rVVv4 1507 1219 0.06% 0.007%
74 10.339 2890 2892 2895 rVB4 634 251 0.01% 0.002%
75 10.461 2925 2930 2932 rBV4 794 710 0.03% 0.004%
76 10.657 2988 2991 2992 rBV3 399 234 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020964.D

Acqg On : 08 Apr 2021 12:00
Operator : SY/MD

Sample : M1880-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 10.735 3011 3015 3016 rBV2 369 225 0.01% 0.001%
78 10.744 3016 3018 3026 rVB 878 794 0.04% 0.005%
79 10.786 3026 3031 3034 rBV2 694 545 0.03% 0.003%
80 10.809 3034 3038 3039 rBV 543 311 0.01% 0.002%
81 10.831 3042 3045 3048 rBV2 775 474 0.02% 0.003%
82 10.886 3060 3062 3063 rBV 480 199 0.01% 0.001%
83 10.921 3067 3073 3082 rVBS8 4993 7781 0.37% 0.048%
84 11.079 3120 3122 3125 rVB2 493 235 0.01% 0.001%
85 11.120 3132 3135 3137 rBB2 411 241 0.01% ©0.001%
86 11.146 3138 3143 3146 rBV3 1714 1908 0.09% 0.012%

87 11.255 3165 3177 3194 rBV 1010093 1555209 73.67% 9.567%
88 11.628 3281 3293 3317 rBV 1063520 1682834 79.71% 10.353%

89 11.853 3360 3363 3364 rBV3 1113 598 0.03% 0.004%
990 12.101 3436 3440 3443 rBV2 1074 629 0.03% 0.004%
91 12.188 3465 3467 3470 rBV 416 212 0.01% 0.001%
92 12.355 3516 3519 3521 rBV2 369 238 0.01% 0.001%
93 12.439 3541 3545 3549 rBV 736 680 0.03% 0.004%
94 12.661 3609 3614 3616 rBVe6 1574 1381 0.97% 0.008%
95 13.043 3730 3733 3737 rBV3 741 695 0.93% 0.004%
96 13.220 3786 3788 3790 rBV3 571 305 0.01% 0.002%
97 13.278 3803 3806 3809 rBV2 1390 1120 0.05% 0.007%
98 13.432 3852 3854 3859 rvv3 763 507 0.02% 0.003%
99 13.509 3876 3878 3880 rBV 512 227 0.01% 0.001%
100 14.741 4258 4261 4262 rBV 1252 681 0.03% 0.004%
Sum of corrected areas: 16255256
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020964.D

Acqg On : 08 Apr 2021 12:00
Operator : SY/MD

Sample : M1880-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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

Abundance TIC: VV020964.D\data.ms
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Abundance TIC: VV020964.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040821\
Data File : VV020964.D

Acqg On : 08 Apr 2021 12:00
Operator : SY/MD

Sample : M1880-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.905 3.90 ug/L 103173  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 25
2 Dihydro-4,5-dichloro-2(3H)furanone 154 C4H4C1202 114434-99-0 13
3 2-Cyano-3,5-dimethylpyrazine 133 C7H7N3 124629-52-3 9
4 Acetylthiosemicarbazide 133 C3H7N30S 002302-88-7 9
5 Pyrido[2,3-b]pyrazine 131 C7H5N3 000322-46-3 9

Abundance Scan 1513 (5.905 min): VV020964.D\data.ms (-1503) (-) m/z 130.90 100.00%

96.0 130.9
5000 61.0
P
351 5.60 5.80 6.00 6.20
b bl 140 QL nyz 132,90 93.39%
m/z--> 20 40 60 80 100 120 140 160
Abundance #2705: Ethylene, 1,2-dichloro-, (Z)-
61.0 96.0
5000 R N R R
5.60 5.80 6.00 6.20
26.0 m/z 95.95 86.20%
OH
miz--> 20 40 60 80 100 120 140 160
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone
96.0
61.0 \\‘\\\\‘\\\\‘\\\\‘\\\\‘
5.60 5.80 6.00 6.20
5000 m/z 98.00 64.19%
126.0
P xR N
miz--> 20 40 60 80 100 120 140 160
Abundance #14699: 2-Cyano-3,5-dimethylpyrazine ““‘H““W“‘W““
138.0 5.60 5.80 6.00 6.20
m/z 61.00 44.79%
5000
42.0 81.0
H ‘ 106.0
0““““W‘ ”“ ““‘m“w\““‘JW“““ e RaaaRE RS
m/z--> 20 60 80 100 120 140 160 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 : VV020964.D

Acqg On : 08 Apr 2021 12:00
Operator : SY/MD

Sample : M1880-04

Misc : 5.0mL/MSVOA_V/WATER

ALS vial : 4 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 3.9 ug/L 103173 1 5.619 1322850 50.0
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