LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020939.D

Acqg On : 06 Apr 2021 10:36
Operator : SY/MD

Sample : VVe406WBLO1

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: VV@20939.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 97 rVB 253544 251586 11.68% 1.526%
2 1.568 157 164 179 rVB 204695 234640 10.90% 1.424%
3 2.108 321 332 363 rVB 482671 711579 33.05% 4.317%
4 2.278 383 385 387 rBv3 932 599 0.03% 0.004%
5 2.381 414 417 419 rBV 399 201 0.01% 0.001%
6 2.484 447 449 450 rBV 503 228 0.01% 0.001%
7 2.574 475 477 480 rBV2 535 330 0.02% 0.002%
8 2.661 502 504 508 rBvV3 442 371 0.02% 0.002%
9 2.715 518 521 526 rVB3 528 387 0.02% 0.002%
106 2.754 528 533 535 rBV2 763 615 0.03% 0.004%
11 2.815 548 552 553 rBV 297 200 0.01% 0.001%
12 2.847 560 562 565 rVB2 433 234 0.01% 0.001%
13 2.870 568 569 573 rVB 584 319 0.01% 0.002%
14 2.899 573 578 580 rVB2 382 287 0.01% 0.002%
15 2.934 583 589 591 rBV2 657 604 0.03% 0.004%
16 2.989 603 606 609 rVB3 463 276 0.01% ©0.002%
17 3.059 626 628 629 rBV 452 215 0.01% 0.001%
18 3.137 646 652 653 rBV 455 489 0.02% 0.003%
19 3.175 660 664 667 rBV3 470 449 0.02% 0.003%
20 3.481 757 759 761 rBV 500 232  0.01% ©0.001%
21 3.648 808 811 813 rBV2 468 359 0.02% 0.002%
22 3.667 814 817 819 rVB3 445 261 0.01% 0.002%
23 3.706 824 829 836 rVB3 892 1127 0.05% 0.007%
24 3.744 836 841 844 rBV2 650 600 0.03% 0.004%
25 3.760 844 846 849 rBV 471 278 0.01% 0.002%
26 3.805 857 860 862 rBv2 524 343  0.02% 0.002%
27 3.902 879 890 931 rBV2 103100 388409 18.04%  2.357%
28 4.352 1013 1030 1053 rBV 375598 939930 43.65% 5.703%
29 4.667 1124 1128 1131 rBv4 600 578 0.03% 0.004%
30 4.792 1163 1167 1169 rBV3 696 582 0.03% 0.004%
31 4.8095 1169 1171 1173 rVB 404 172  0.01% 0.001%
32 4.860 1186 1188 1191 rVB2 536 276 0.01% 0.002%
33 4.879 1191 1194 1196 rBV 323 223 0.01% 0.001%
34  4.944 1212 1214 1219 rVB2 592 358 0.02% 0.002%
35 5.047 1229 1246 1276 rBV2 844516 2153204 100.00% 13.064%
36 5.262 1311 1313 1314 rBV2 1016 425 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020939.D

Acqg On : 06 Apr 2021 10:36
Operator : SY/MD

Sample : VVe406WBLO1

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 5.419 1358 1362 1365 rBV4 1453 1260 0.06% ©0.008%
38 5.464 1373 1376 1379 rBvV2 482 364 0.02% 0.002%
39 5.477 1379 1380 1385 rVv2 709 389 0.02% 0.002%
40 5.619 1411 1424 1448 rBV 656966 1298663 60.31% 7.879%
41  5.908 1503 1514 1532 rBV2 35305 74785  3.47%  0.454%
42 6.072 1551 1565 1590 rBV 452725 929078 43.15% 5.637%
43  6.284 1629 1631 1635 rBV3 583 330 0.02% 0.002%
44  6.323 1639 1643 1645 rBvV2 796 568 0.03% 0.003%
45  6.336 1645 1647 1650 rBvV3 642 411 0.02% 0.002%
46 6.410 1668 1670 1672 rBV 507 309 0.01% 0.002%
47 6.484 1688 1693 1695 rBvV2 755 608 0.03% 0.004%
48 6.522 1701 1705 1707 rBV3 691 537 0.02% 0.003%
49 6.580 1720 1723 1724 rBV 425 231 0.01% 0.001%
50 6.590 1724 1726 1729 rVB2 833 468 0.02% 0.003%
51 6.606 1729 1731 1733 rVB2 458 177 0.01% 0.001%
52 6.763 1775 1780 1783 rBV 702 637 0.03% 0.004%
53 6.828 1798 1800 1802 rBV2 538 244 0.01% ©0.001%
54 6.857 1807 1809 1812 rBV2 336 210 0.01% 0.001%
55 6.989 1838 1850 1875 rBV 276421 502388 23.33% 3.048%
56 7.226 1921 1924 1929 rVB5 1576 1156 0.05% 0.007%
57 7.317 1941 1952 1972 rBV 1018080 1774830 82.43% 10.768%
58 7.625 2034 2048 2073 rBV 194810 349151 16.22%  2.118%
59 7.776 2093 2095 2097 rBV2 793 454 0.02% 0.003%
60 7.808 2104 2105 2107 rBV 414 222 0.01% 0.001%
61 7.866 2121 2123 2126 rVB2 594 263 0.01% 0.002%
62 7.895 2129 2132 2133 rBV 691 412 0.02% 0.002%
63 7.921 2138 2140 2141 rBV 555 263 0.01% 0.002%
64 8.091 2183 2193 2231 rBV 448652 912070 42.36% 5.534%
65 8.654 2366 2368 2374 rVB4 737 639 0.03% 0.004%
66 8.783 2406 2408 2411 rBV2 536 303 0.01% 0.002%
67 8.808 2414 2416 2418 rBV 277 168 ©0.01% 0.001%
68 8.857 2419 2431 2451 rBV 973106 1579373 73.35% 9.582%
69 9.053 2489 2492 2494 rBV4 687 401 0.02% 0.002%
70 9.123 2512 2514 2517 rBv2 651 398 0.02% 0.002%
71  9.149 2518 2522 2525 rBV5S 1730 1454 0.097% 0.009%
72 9.191 2533 2535 2537 rBV 736 446 0.02% 0.003%
73 9.332 2577 2579 2581 rBV 413 206 0.01% 0.001%
74 9.718 2696 2699 2701 rBV3 653 329 0.02% 0.002%
75 9.802 2722 2725 2726 rBV 552 278 0.01% 0.002%
76 9.844 2734 2738 2740 rBV 749 531 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020939.D

Acqg On : 06 Apr 2021 10:36
Operator : SY/MD

Sample : VVe406WBLO1

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 10.005 2786 2788 2791 rBV 415 249 0.01% 0.002%
78 10.220 2842 2855 2875 rBV 651019 1037219 48.17% 6.293%
79 10.448 2924 2926 2930 rVvV3 497 382 0.02% 0.002%
80 10.490 2937 2939 2942 rBV2 417 212 0.01% 0.001%
81 10.641 2983 2986 2987 rBV 530 280 0.01% 0.002%
82 10.866 3055 3056 3059 rVB 571 227 0.01% 0.001%
83 10.885 3059 3062 3064 rBV4 801 459 0.02% 0.003%
84 10.921 3064 3073 3082 rBV7 4813 6654 0.31% 0.040%
85 10.995 3094 3096 3097 rBV7 351 191 0.01% 0.001%
86 11.127 3135 3137 3138 rBV7 744 334 0.02% 0.002%

87 11.255 3164 3177 3199 rBV 997213 1570443 72.94%  9.528%
88 11.631 3282 3294 3315 rBV 1124245 1734878 80.57% 10.526%

89 11.860 3363 3365 3372 rBvV4 771 821 0.04% 0.005%
990 12.233 3479 3481 3486 rBV 406 321 0.01% 0.002%
91 12.258 3486 3489 3490 rBV 609 285 0.01% 0.002%
92 12.329 3508 3511 3514 rVB 1052 587 0.03% 0.004%
93 12.348 3514 3517 3518 rBV 785 394 0.02% 0.002%
94 12.422 3538 3540 3545 rBV3 606 386 0.02% 0.002%
95 12.480 3555 3558 3559 rBV 453 244 0.01% 0.001%
96 12.741 3637 3639 3643 rVB2 565 262 0.01% 0.002%
97 12.811 3658 3661 3664 rBV4 959 422 0.02% 0.003%
98 12.969 3708 3710 3717 rVB2 715 505 0.02% 0.003%
99 12.998 3717 3719 3720 rBV2 444 170 0.01% 0.001%
100 13.075 3741 3743 3746 rBV 548 351 0.02% 0.002%
Sum of corrected areas: 16482246
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve40621\

: VV020939.D

: 06 Apr 2021 10:36

: SY/MD

: VVo406WBLO1

: 5.0mL/MSVOA_V/WATER

: 4 Sample Multiplier: 1

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

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv040621\
Data File : VV020939.D

Acqg On : 06 Apr 2021 10:36
Operator : SY/MD

Sample ¢ VVe406WBLO1

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 Propanoic acid, 2,2,3-trich... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.908 2.88 ug/L 74785 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 56
2 Ethylene, 1,2-dichloro-, (Z)- 96 C2H2C12 000156-59-2 38
3 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 38
4 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 37
5 Ethane, 1,1,1,2-tetrachloro- 166 C2H2C14 000630-20-6 37
Abundance Scan 1514 (5.908 min): VV020939.D\data.ms (-1503) (-) m/z 130.90 100.00%
96.0 130.9
5000 61.0
\\‘\\\\’\\\\/\h‘\\\\‘\\\\’
37.1 ‘ Il 5.60 5.80 6.00 6.20
Ol bbbl m/z 96.00 98.50%
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
AN
5000 UL L B IR B |
1310 5.60 5.80 6.00 6.20
15.0 m/z 132.90 94.31%
0 36.0 L | 1550  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
O RRammEa e RS
5.60 5.80 6.00 6.20
5000 m/z 98.00 57.31%
26.0 H
oH‘wJ‘HMmm"M‘H‘Hml‘m,‘m,‘m_m_m
miz--> 20 40 60 80 100 120 140 160 180
Abundance #35231: Ethane, 1,1,1,2-tetrachloro- “_“‘,“‘W‘Am‘_“‘
131.0 5.60 5.80 6.00 6.20
m/z 61.00 42.13%
5000
95.0
61.0
0'0,, RTEL U L S04 M-
m/z--> 20 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\VVv040621\
Data File : VV020939.D

Acqg On : 06 Apr 2021 10:36
Operator : SY/MD

Sample : VVe406WBLO1

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|

Propanoic acid,... 5.908 2.9 ug/L 74785 1 5.619 1298660 50.0
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