LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101419\
Data File : VV013144.D

Aca On : 14 Oct 2019 16:27

Operator : SY/MD

Sample : K5347-13

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM101119WMA_.M
Title : VOC Analysis

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.225 39 42 47 rVB3 13893 9771 0.39% 0.052%
1.315 63 70 90 rvB 280072 300604 12.05% 1.612%
153 169 rVB 252738 293241 11.75% 1.573%
2.126 312 322 334 rBV 499731 691064 27.70% 3.706%
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2.794 523 530 543 rVvB8 4119 8314 0.33% 0.045%
6 3.061 610 613 617 rVB5 939 643 0.03% 0.003%
7 3.132 632 635 638 rBV5 930 543 0.02% 0.003%
8 3.161 641 644 647 rBV3 626 494 0.02% 0.003%
9 3.196 652 655 659 rvB3 584 483 0.02% 0.003%
10 3.222 660 663 666 rBv4 629 564 0.02% 0.003%
11 3.299 683 687 691 rVB4 841 754 0.03% 0.004%
12 3.331 691 697 699 rBv2 687 615 0.02% 0.003%
13 3.376 708 711 714 rVB2 819 488 0.02% 0.003%
14 3.527 756 758 764 rvVB2 453 383 0.02% 0.002%
15 3.563 764 769 773 rBV3 563 556 0.02% 0.003%
16 3.646 792 795 797 rBV2 594 442 0.02% 0.002%
17 3.743 823 825 830 rvB2 779 544 0.02% 0.003%
18 3.772 830 834 839 rBv7 824 749 0.03% 0.004%
19 3.852 856 859 864 rBV3 432 415 0.02% 0.002%

20 3.971 881 896 947 rBV 109578 595374 23.87% 3.193%

21 4.399 1012 1029 1061 rBV 399060 1000648 40.11% 5.366%

22 4.701 1121 1123 1125 rBV4 633 421 0.02% 0.002%
23 4.878 1171 1178 1187 rVB7 1149 2177 0.09% 0.012%
24 4.913 1187 1189 1195 rVB4 588 446 0.02% 0.002%
25 5.003 1214 1217 1218 rBV 666 400 0.02% 0.002%
26 5.093 1226 1245 1275 rBV2 1014515 2494639 100.00% 13.378%
27 5.428 1346 1349 1352 rVvv2 908 575 0.02% 0.003%
28 5.450 1352 1356 1362 rVB5 592 641 0.03% 0.003%
29 5.515 1368 1376 1378 rBV5 1220 1629 0.07% 0.009%
30 5.582 1395 1397 1403 rVB4 805 780 0.03% 0.004%

31 5.662 1403 1422 1453 rBV 833933 1656838 66.42% 8.885%
32 5.945 1495 1510 1528 rBV 81674 168692 6.76% 0.905%
33 6.116 1548 1563 1593 rBV 557555 1155709 46.33% 6.198%
34 6.360 1636 1639 1646 rVB5 752 669 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101419\
Data File : VV013144.D

Aca On : 14 Oct 2019 16:27

Operator : SY/MD

Sample : K5347-13

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM101119WMA_M
Title : VOC Analysis

35 6.434 1659 1662 1667 rVB5 667 544 0.02% 0.003%
36 6.508 1678 1685 1686 rBV2 967 633 0.03% 0.003%
37 6.572 1699 1705 1708 rBV5 652 659 0.03% 0.004%
38 6.611 1715 1717 1721 rVB3 812 509 0.02% 0.003%
39 6.656 1721 1731 1733 rBV6 2196 2660 0.11% 0.014%
40 6.878 1792 1800 1808 rBv4 637 977 0.04% 0.005%
41 7.029 1833 1847 1875 rBV 279618 514970 20.64% 2.762%
42 7.183 1889 1895 1899 rBV6 1746 1762 0.07% 0.009%
43 7.260 1916 1919 1921 rBV3 1332 879 0.04% 0.005%
44 7.283 1921 1926 1928 rVv3 1244 1346 0.05% 0.007%
45 7.357 1935 1949 1967 rBV 1060144 1838568 73.70% 9.859%
46 7.537 2003 2005 2010 rVB5 836 588 0.02% 0.003%
47 7.662 2030 2044 2064 rBvV 196877 344320 13.80% 1.846%
48 7.871 2106 2109 2111 rBV2 750 539 0.02% 0.003%
49 7.936 2126 2129 2131 rVB3 772 404 0.02% 0.002%
50 7.977 2136 2142 2143 rBV2 1081 1028 0.04% 0.006%
51 8.019 2146 2155 2164 rVB4 12269 19847 0.80% 0.106%
52 8.077 2169 2173 2179 rBV5 758 675 0.03% 0.004%
53 8.138 2179 2192 2231 rBV2 539641 1272245 51.00% 6.822%
54 8.646 2344 2350 2351 rBV3 607 542 0.02% 0.003%
55 8.659 2351 2354 2355 rvv2 1250 733 0.03% 0.004%
56 8.691 2359 2364 2366 rVB5 646 514 0.02% 0.003%
57 8.756 2382 2384 2387 rVB2 685 378 0.02% 0.002%
58 8.778 2387 2391 2393 rBV2 749 582 0.02% 0.003%
59 8.810 2398 2401 2407 rVB4 678 786 0.03% 0.004%
60 8.894 2413 2427 2454 rBV 1171898 1934850 77.56% 10.376%
61 9.055 2472 2477 2485 rVB4 5983 7866 0.32% 0.042%
62 9.100 2489 2491 2497 rBV6 558 447 0.02% 0.002%
63 9.183 2508 2517 2526 rBv4 6549 10785 0.43% 0.058%
64 9.260 2539 2541 2544 rBV3 625 447 0.02% 0.002%
65 9.392 2579 2582 2587 rvVB4 538 514 0.02% 0.003%
66 9.437 2594 2596 2602 rvVB2 716 737 0.03% 0.004%
67 9.588 2635 2643 2646 rBV3 6736 8891 0.36% 0.048%
68 9.723 2682 2685 2688 rVB3 748 429 0.02% 0.002%
69 9.762 2692 2697 2699 rBv4 971 944 0.04% 0.005%
70 9.852 2720 2725 2729 rBV3 734 730 0.03% 0.004%
71 9.884 2732 2735 2738 rVv3 754 463 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101419\
Data File : VV013144.D

Aca On : 14 Oct 2019 16:27

Operator : SY/MD

Sample : K5347-13

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA V\METHOD\SOMVLM101119WMA_.M
Title : VOC Analysis
72 9.903 2738 2741 2744 rVB4 757 433 0.02% 0.002%
73 9.977 2756 2764 2776 rVB4 5195 8240 0.33% 0.044%
74 10.035 2779 2782 2786 rVB2 809 663 0.03% 0.004%
75 10.080 2786 2796 2806 rBV10 3610 8794 0.35% 0.047%
76 10.257 2839 2851 2866 rBV 681044 1059209 42.46% 5.680%
77 10.421 2894 2902 2906 rBV5 2371 2902 0.12% 0.016%
78 10.479 2917 2920 2922 rVV3 646 416 0.02% 0.002%
79 10.579 2944 2951 2960 rBvV4 4860 6410 0.26% 0.034%
80 10.659 2974 2976 2983 rVB4 592 655 0.03% 0.004%
81 10.897 3048 3050 3055 rVB2 559 416 0.02% 0.002%
82 10.958 3059 3069 3083 rBV2 6289 10644 0.43% 0.057%
83 11.100 3111 3113 3116 rBV 875 564 0.02% 0.003%
84 11.225 3142 3152 3161 rVV3 9993 16023 0.64% 0.086%
85 11.292 3161 3173 3196 rVvV 931808 1477419 59.22% 7.923%
86 11.524 3242 3245 3246 rBV 792 408 0.02% 0.002%
87 11.579 3251 3262 3276 rBvV4 10989 21402 0.86% 0.115%
88 11.669 3277 3290 3311 rVvVv 982250 1566246 62.78% 8.399%
89 11.874 3351 3354 3360 rBV5 820 775 0.03% 0.004%
90 11.945 3373 3376 3380 rBV3 932 756 0.03% 0.004%
91 12.183 3444 3450 3454 rBV4 506 597 0.02% 0.003%
92 12.476 3535 3541 3551 rVBS8 1571 2649 0.11% 0.014%
93 12.691 3599 3608 3621 rVB5 9803 17072 0.68% 0.092%
94 12.775 3629 3634 3635 rBV3 715 640 0.03% 0.003%
95 12.897 3669 3672 3676 rBV4 838 723 0.03% 0.004%
96 12.948 3685 3688 3690 rBV 665 392 0.02% 0.002%
97 13.308 3790 3800 3812 rBV4 12296 20870 0.84% 0.112%
98 13.553 3866 3876 3889 rBV 20708 35622 1.43% 0.191%
99 13.791 3942 3950 3961 rVB3 14300 21573 0.86% 0.116%
100 14.006 4009 4017 4020 rBV3 985 1345 0.05% 0.007%
Sum of corrected areas: 18647954
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101419\
Vv013144.D

14 Oct 2019 16:27

SY/MD

K5347-13

5.0mL/MSVOA V/WATER

15 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM101119WMA .M
VOC Analysis

C:\DATABASENNIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101419\
Data File : VV013144.D

Aca On : 14 Oct 2019 16:27

Operator : SY/MD

Sample : K5347-13

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM101119WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Propanoic acid, 2,2,3-trich... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

5.95 5.09 ug/L 168692 1,4-Difluorobenzene 5.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2.3-trichloro-... 190 C4H5C1302 004749-35-3 56
2 Ethvlene. 1.2-dichloro-. (2)- 96 C2H2CI2 000156-59-2 41
3 Dihvdro-4.5-dichloro-2(3H)furanone 154 C4H4Cl1202 114434-99-0 17
4 Benzonitrile. 4-methoxv- 133 C8H7NO 000874-90-8 9
5 4(1H)-Pyrimidinone 96 C4H4N20 004562-27-0 9

Abundance Scan 1511 (5.949 min): VV013144.D (-1495) (-) m/z 130.90 100.00%
96 131
5000 61
e
37 47 82 5.60 5.80 6.00 6.20
Ol bl Al Tm/z 95.90 91.21%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 9%
5000
131 560 580 6.00 6.20
15 m/z 132.90 87.41%
o 26 3949 | 77 113 ||j141 155 190
m/z--> 20 40 60 80 100 120 140 160 180 '
Abundance
61 96
560 580 600 620
5000 m/z 97.90 55.47%
26
13 37 48 72
e L S R L WL WL B S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #27162: Dihydro-4,5-dichloro-2(3H)furanone E Ram e e R
96 5.60 5.80 6.00 6.20
61 m/z 61.00 44 .59%
5000
126
0 3\5 | 4\? ‘\ 83 | \‘ 111 ‘ | 154
m/z--> 20 40 60 80 100 120 140 160 180 ' 5.60 5.80 6.00 6.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV101419\
Data File : VV013144.D

Acq On : 14 Oct 2019 16:27

Operator : SY/MD

Sample - K5347-13

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLM101119WMA .M
VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Propanoic acid, 2... 5.95 5.1 ug/L 168692 1 5.66 1656840 50.0
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