LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101519\
Data File : VV013164.D

Aca On : 15 Oct 2019 14:18

Operator : SY/MD

Sample : K5262-16

Misc : 5.00ML/MSVOA V/WATER

ALS Vial : 9 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 1.319 64 71 89 rvB 412587 433435 14.73% 1.994%
2 1.582 146 153 169 rvVB 352752 398793 13.56% 1.834%
3 2.132 313 324 336 rBV 719421 1019816 34.67% 4 .690%
4 2.499 434 438 442 rBV4 475 495 0.02% 0.002%
5 2.534 442 449 457 rvv7 3936 5963 0.20% 0.027%
6 2.602 466 470 473 rBV3 639 455 0.02% 0.002%
7 2.659 484 488 492 rBV2 673 676 0.02% 0.003%
8 2.685 494 496 500 rvB3 878 588 0.02% 0.003%
9 2.852 546 548 551 rVvv3 576 374 0.01% 0.002%
10 2.881 555 557 560 rVB2 733 371 0.01% 0.002%
11 2.901 560 563 567 rBV 597 428 0.01% 0.002%
12 3.048 606 609 612 rBV3 483 360 0.01% 0.002%
13 3.251 670 672 678 rVB3 470 367 0.01% 0.002%
14 3.508 749 752 760 rVB4 756 936 0.03% 0.004%
15 3.563 766 769 773 rBV2 643 519 0.02% 0.002%
16 3.653 794 797 800 rBV3 613 339 0.01% 0.002%
17 3.682 800 806 807 rBV 544 455 0.02% 0.002%
18 3.801 840 843 848 rVB3 430 396 0.01% 0.002%
19 3.875 862 866 871 rVB 398 424 0.01% 0.002%
20 3.929 871 883 909 rBV 193166 566182 19.25% 2.604%
21 4.171 956 958 962 rVB2 880 416 0.01% 0.002%
22 4.309 998 1001 1003 rBV2 680 376 0.01% 0.002%
23 4.399 1010 1029 1056 rBvV 461396 1127600 38.33% 5.186%
24 4.743 1133 1136 1137 rBvV 767 438 0.01% 0.002%
25 4.778 1145 1147 1154 rVB3 492 418 0.01% 0.002%
26 4.849 1167 1169 1173 rVvv3 467 381 0.01% 0.002%
27 4.881 1177 1179 1183 rvv2 643 450 0.02% 0.002%
28 5.000 1210 1216 1217 rBv4 479 450 0.02% 0.002%
29 5.093 1225 1245 1282 rBVvV2 1158471 2941685 100.00% 13.530%
30 5.511 1371 1375 1381 rBV5 808 891 0.03% 0.004%

31 5.659 1403 1421 1445 rBV 935540 1840485 62.57% 8.465%
32 5.875 1485 1488 1491 rBV5 481 349 0.01% 0.002%
33 5.945 1497 1510 1529 rVvVv 85842 172728 5.87% 0.794%
34 6.113 1547 1562 1592 rVV 657855 1326869 45.11% 6.103%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101519\
Data File : VV013164.D

Aca On : 15 Oct 2019 14:18

Operator : SY/MD

Sample : K5262-16

Misc : 5.00ML/MSVOA V/WATER

ALS Vial : 9 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 6.347 1631 1635 1639 rvv4 866 642 0.02% 0.003%
36 6.431 1657 1661 1664 rvv3 726 420 0.01% 0.002%
37 6.508 1681 1685 1687 rBV2 501 406 0.01% 0.002%
38 6.521 1687 1689 1696 rvv3 811 646 0.02% 0.003%
39 6.560 1698 1701 1707 rVB3 754 698 0.02% 0.003%
40 6.595 1707 1712 1713 rBvV 508 423 0.01% 0.002%
41 6.656 1721 1731 1741 rBVS8 2145 5124 0.17% 0.024%
42 6.826 1781 1784 1787 rBV3 567 388 0.01% 0.002%
43 7.026 1832 1846 1868 rBV 332379 596497 20.28% 2.743%
44 7.309 1932 1934 1935 rBV2 849 369 0.01% 0.002%

45 7.357 1936 1949 1989 rVV 1341576 2337306 79.45% 10.750%

46 7.659 2032 2043 2064 rBvV 230654 392510 13.34% 1.805%

47 7.897 2112 2117 2119 rVvv4 807 724 0.02% 0.003%
48 8.019 2148 2155 2165 rVBS8 3264 4424 0.15% 0.020%
49 8.132 2177 2190 2246 rBV2 540603 1215777 41.33% 5.592%
50 8.691 2360 2364 2366 rBV3 571 496 0.02% 0.002%
51 8.762 2382 2386 2389 rBV3 470 383 0.01% 0.002%
52 8.894 2413 2427 2458 rBV 1396164 2287146 77.75% 10.519%
53 9.113 2490 2495 2496 rBV3 1046 758 0.03% 0.003%
54 9.135 2500 2502 2506 rvv4 497 366 0.01% 0.002%
55 9.370 2573 2575 2577 rBV3 609 364 0.01% 0.002%
56 9.383 2577 2579 2587 rVB3 678 796 0.03% 0.004%
57 9.492 2607 2613 2616 rVB3 968 812 0.03% 0.004%
58 9.521 2616 2622 2628 rBV3 804 980 0.03% 0.005%
59 9.566 2632 2636 2637 rBV 526 348 0.01% 0.002%
60 9.643 2657 2660 2662 rBV2 476 347 0.01% 0.002%
61 9.743 2689 2691 2694 rBV2 536 373 0.01% 0.002%
62 9.781 2701 2703 2708 rVB2 765 453 0.02% 0.002%
63 9.891 2735 2737 2742 rVB3 657 454 0.02% 0.002%
64 10.064 2788 2791 2794 rVB 826 510 0.02% 0.002%
65 10.122 2804 2809 2813 rBV3 666 582 0.02% 0.003%
66 10.257 2837 2851 2874 rBV 710353 1133487 38.53% 5.213%
67 10.354 2879 2881 2885 rVB3 629 363 0.01% 0.002%
68 10.392 2890 2893 2896 rVB2 658 365 0.01% 0.002%
69 10.421 2900 2902 2907 rVB2 800 609 0.02% 0.003%
70 10.492 2918 2924 2929 rBvV4 699 833 0.03% 0.004%
71 10.514 2929 2931 2935 rVB3 641 453 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101519\
Data File : VV013164.D

Aca On : 15 Oct 2019 14:18

Operator : SY/MD

Sample : K5262-16

Misc : 5.00ML/MSVOA V/WATER

ALS Vial : 9 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 10.727 2992 2997 3002 rBV3 655 715 0.02% 0.003%
73 10.830 3025 3029 3033 rBvV2 346 370 0.01% 0.002%
74 11.016 3084 3087 3088 rBV3 613 371 0.01% 0.002%
75 11.058 3098 3100 3107 rVB3 481 348 0.01% 0.002%
76 11.119 3116 3119 3125 rVB2 849 882 0.03% 0.004%
77 11.209 3141 3147 3152 rv4 995 1212 0.04% 0.006%
78 11.289 3160 3172 3193 rBV 1224670 1886825 64.14% 8.678%
79 11.434 3215 3217 3219 rVB2 888 367 0.01% 0.002%
80 11.453 3219 3223 3229 rVB6 1108 996 0.03% 0.005%
81 11.575 3257 3261 3263 rBV2 1616 1251 0.04% 0.006%
82 11.666 3277 3289 3316 rBV 1254164 2001649 68.04% 9.206%
83 11.862 3347 3350 3352 rBV3 666 407 0.01% 0.002%
84 11.955 3374 3379 3383 rVB4 1054 1004 0.03% 0.005%
85 11.987 3385 3389 3391 rVvv4 696 546 0.02% 0.003%
86 12.006 3393 3395 3399 rVB3 843 531 0.02% 0.002%
87 12.148 3437 3439 3445 rBV2 603 591 0.02% 0.003%
88 12.331 3492 3496 3498 rVB3 560 381 0.01% 0.002%
89 12.347 3498 3501 3507 rBV3 756 499 0.02% 0.002%
90 12.489 3543 3545 3548 rBV3 583 491 0.02% 0.002%
91 12.608 3579 3582 3586 rVB2 730 494 0.02% 0.002%
92 12.932 3677 3683 3692 rVB9 2248 3048 0.10% 0.014%
93 13.083 3727 3730 3732 rBV3 855 669 0.02% 0.003%
94 13.482 3851 3854 3857 rBV4 575 499 0.02% 0.002%
95 13.810 3954 3956 3964 rVB4 787 707 0.02% 0.003%
96 13.942 3994 3997 4006 rVB7 2171 2590 0.09% 0.012%
97 14.061 4032 4034 4037 rVB3 735 345 0.01% 0.002%
98 14.247 4090 4092 4095 rBV3 707 423 0.01% 0.002%
99 14.424 4142 4147 4148 rBV3 863 825 0.03% 0.004%
100 14.932 4303 4305 4309 rVB3 1204 631 0.02% 0.003%

Sum of corrected areas: 21742207
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101519\
Data File : VV013164.D

Aca On : 15 Oct 2019 14:18

Operator : SY/MD

Sample - K5262-16

Misc : 5.00ML/MSVOA V/WATER

ALS Vial : 9 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
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV101519\
Data File : VV013164.D

Aca On : 15 Oct 2019 14:18

Operator : SY/MD

Sample - K5262-16

Misc : 5.00ML/MSVOA V/WATER

ALS Vial : 9 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 4.69 ug/L 172728 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 25
4 Furfural 96 C5H402 000098-01-1 9
5 4H-Pyran-4-one 96 C5H402 000108-97-4 9

Abundance Scan 1511 (5.949 min): VV013164.D (-1497) (-) m/z 130.90 100.00%
96 14
5000 61 /\
74 | e | 560 580 600 620
O T T R m/z 95.90 95.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53234: Propanoic acid, 2,2,3-trichloro-, methyl ester
59 9%
5000 N UL R LR AR
131 560 580 600 620
15 m/z 132.90 92 .85%
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 57.58%
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 R e R
96 560 580 6.00 6.20
61 m/z 61.00 43.30%
5000
126
0 4 4 8 i 154
m/z--> 20 4'0 60 8|0 100 120 140 160 180 ' 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\VV101519\
Data File : VV013164.D

Acq On : 15 Oct 2019 14:18

Operator : SY/MD

Sample - K5262-16

Misc : 5.00ML/MSVOA_V/WATER

ALS Vial : 9 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 4.7 ug/L 172728 1 5.66 1840490 50.0
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