LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072020\
Data File : VV017546.D

Aca On : 20 Jul 2020 15:50

Operator : SY/MD

Sample : L3314-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 13 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\SOMVLMO72020WMA .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

1.315 62 70 81 rvB 128975 145616 16.07% 1.829%
1.576 145 151 161 rBV 100966 109450 12.08% 1.375%
rBv2 274895 437419 48.26% 5.494%
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2.450 421 423 425 rBvV 849 345 0.04% 0.004%

2.518 437 444 445 rBVS 1461 1206 0.13% 0.015%
6 2.765 518 521 522 rBV3 1242 749 0.08% 0.009%
7 2.949 575 578 581 rBV3 946 649 0.07% 0.008%
8 3.000 590 594 597 rVB 750 419 0.05% 0.005%
9 3.039 603 606 609 rvB2 656 376 0.04% 0.005%
10 3.061 610 613 619 rVB3 669 652 0.07% 0.008%
11 3.116 627 630 633 rBv3 690 406 0.04% 0.005%
12 3.212 651 660 671 rBv2 4027 8084 0.89% 0.102%
13 3.273 677 679 683 rvv3 753 470 0.05% 0.006%
14 3.338 697 699 703 rBvV2 816 392 0.04% 0.005%
15 3.373 707 710 714 rBV3 597 501 0.06% 0.006%
16 3.450 732 734 739 rVB3 1054 595 0.07% 0.007%
17 3.534 756 760 762 rBV2 735 508 0.06% 0.006%
18 3.595 777 779 782 rBV3 803 471 0.05% 0.006%
19 3.627 787 789 792 rBV 554 326 0.04% 0.004%
20 3.656 792 798 801 rVB3 623 604 0.07% 0.008%
21 3.730 815 821 823 rBV5 840 858 0.09% 0.011%
22 3.907 865 876 898 rBvV 63286 170074 18.77% 2.136%
23 4.093 932 934 937 rBV3 813 450 0.05% 0.006%
24 4.376 1004 1022 1045 rBV2 159621 395854 43.68% 4.972%
25 4.527 1067 1069 1071 rBV 797 494 0.05% 0.006%
26 4.662 1109 1111 1117 rVB6 871 687 0.08% 0.009%
27 4.695 1117 1121 1122 rBV 575 324 0.04% 0.004%
28 4.762 1139 1142 1147 rVB4 636 482 0.05% 0.006%
29 4.801 1152 1154 1156 rVB2 749 304 0.03% 0.004%
30 4.891 1180 1182 1185 rVB 963 466 0.05% 0.006%
31 4.913 1185 1189 1191 rBV2 396 314 0.03% 0.004%
32 4.994 1211 1214 1218 rVB3 756 426 0.05% 0.005%
33 5.071 1221 1238 1265 rBV2 348390 906291 100.00% 11.384%
34 5.447 1353 1355 1360 rVB2 1108 714 0.08% 0.009%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072020\
Data File : VV017546.D

Aca On : 20 Jul 2020 15:50

Operator : SY/MD

Sample : L3314-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 13 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\SOMVLMO72020WMA .M
Title : VOC Analysis

35 5.511 1371 1375 1378 rBVv4 1185 831 0.09% 0.010%
36 5.640 1399 1415 1442 rVV 335041 670523 73.99% 8.423%
37 5.871 1485 1487 1493 rBV6 734 656 0.07% 0.008%
38 5.945 1498 1510 1526 rVB7 16212 37203 4_10% 0.467%
39 6.093 1543 1556 1585 rBVY 203957 411040 45.35% 5.163%
40 6.347 1631 1635 1638 rVB3 950 664 0.07% 0.008%
41 6.370 1638 1642 1643 rBV3 636 463 0.05% 0.006%
42 6.402 1650 1652 1653 rBvV 1452 570 0.06% 0.007%
43 6.598 1703 1713 1728 rBV2 23594 47509 5.24% 0.597%
44 6.752 1756 1761 1762 rBV2 736 677 0.07% 0.009%
45 7.010 1829 1841 1860 rVvv 124188 223974 24.71% 2.813%
46 7.225 1906 1908 1914 rVB5 894 670 0.07% 0.008%
47 7.338 1931 1943 1963 rBV 416258 715119 78.91% 8.983%
48 7.569 2014 2015 2018 rBV2 795 350 0.04% 0.004%
49 7.643 2028 2038 2060 rBvV 90621 157985 17.43% 1.984%
50 7.772 2076 2078 2081 rBV3 1248 613 0.07% 0.008%
51 7.942 2128 2131 2132 rBvV 1519 931 0.10% 0.012%
52 8.055 2164 2166 2169 rBv4 1192 698 0.08% 0.009%
53 8.106 2173 2182 2203 rVV 306142 486794 53.71% 6.115%
54 8.431 2279 2283 2286 rBv4 1378 1335 0.15% 0.017%
55 8.633 2344 2346 2349 rVB2 661 408 0.05% 0.005%
56 8.656 2349 2353 2354 rBV3 2052 1425 0.16% 0.018%
57 8.720 2369 2373 2374 rBV3 821 592 0.07% 0.007%
58 8.871 2409 2420 2439 rVV 518565 846646 93.42% 10.635%
59 9.029 2467 2469 2470 rBV3 972 360 0.04% 0.005%
60 9.109 2492 2494 2498 rBV3 762 546 0.06% 0.007%
61 9.167 2509 2512 2513 rBV2 1027 602 0.07% 0.008%
62 9.241 2529 2535 2536 rBV3 882 827 0.09% 0.010%
63 9.289 2541 2550 2556 rBV7 3055 5171 0.57% 0.065%
64 9.495 2611 2614 2618 rBV2 692 620 0.07% 0.008%
65 9.575 2635 2639 2645 rVB6 1442 1385 0.15% 0.017%
66 9.601 2645 2647 2648 rBV 814 408 0.05% 0.005%
67 9.707 2678 2680 2684 rvVv3 712 447 0.05% 0.006%
68 9.727 2684 2686 2690 rvVB2 752 373 0.04% 0.005%
69 9.765 2696 2698 2704 rvVB2 1027 574 0.06% 0.007%
70 9.810 2710 2712 2717 rBV2 672 507 0.06% 0.006%
71 10.119 2804 2808 2811 rBV3 1642 1335 0.15% 0.017%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072020\
Data File : VV017546.D

Aca On : 20 Jul 2020 15:50

Operator : SY/MD

Sample : L3314-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 13 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\SOMVLMO72020WMA .M
Title : VOC Analysis

72 10.183 2824 2828 2832 rBV6 545 574 0.06% 0.007%
73 10.238 2832 2845 2859 rBV 284521 449793 49.63% 5.650%
74 10.360 2881 2883 2885 rVB2 737 323 0.04% 0.004%
75 10.508 2927 2929 2932 rVB2 858 342 0.04% 0.004%
76 10.566 2944 2947 2950 rVB3 996 660 0.07% 0.008%
77 10.588 2950 2954 2955 rBV 1195 690 0.08% 0.009%
78 10.698 2986 2988 2993 rBV3 543 461 0.05% 0.006%
79 10.762 2999 3008 3017 rBvV2 11694 18263 2.02% 0.229%
80 10.874 3039 3043 3046 rBv4 1155 1057 0.12% 0.013%
81 10.903 3050 3052 3056 rvv3 834 587 0.06% 0.007%
82 11.013 3083 3086 3089 rVv2 1023 550 0.06% 0.007%
83 11.029 3089 3091 3094 rvv4 649 336 0.04% 0.004%
84 11.061 3097 3101 3105 rVvB4 1187 828 0.09% 0.010%
85 11.080 3105 3107 3112 rBV2 726 563 0.06% 0.007%
86 11.109 3112 3116 3118 rVB2 531 339 0.04% 0.004%

87 11.270 3154 3166 3181 rBV 558614 864975 95.44% 10.865%
88 11.646 3272 3283 3302 rBV 511302 803007 88.60% 10.087%

89 12.212 3457 3459 3462 rBV2 1005 771 0.09% 0.010%
90 12.492 3544 3546 3550 rBV2 998 912 0.10% 0.011%
91 12.752 3624 3627 3628 rBV3 648 326 0.04% 0.004%
92 12.807 3639 3644 3646 rBv4 851 731 0.08% 0.009%
93 13.054 3718 3721 3724 rBV2 1002 642 0.07% 0.008%
94 13.183 3757 3761 3765 rBV5 1565 1419 0.16% 0.018%
95 13.353 3812 3814 3817 rBV2 667 410 0.05% 0.005%
96 13.533 3866 3870 3879 rVB10 1930 2336 0.26% 0.029%
97 13.688 3916 3918 3919 rBV 872 344 0.04% 0.004%
98 14.064 4031 4035 4037 rBV3 1289 1007 0.11% 0.013%
99 15.013 4327 4330 4332 rBV2 941 568 0.06% 0.007%
100 15.058 4342 4344 4347 rBV3 827 426 0.05% 0.005%
Sum of corrected areas: 7961047
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072020\
VV017546 .D

20 Jul 2020 15:50

SY/MD

L3314-04

5.0mL/MSVOA V/WATER

13 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMQO72020WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VV017546.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA V\DATA\VV072020\
Data File : VV017546.D

Aca On : 20 Jul 2020 15:50

Operator : SY/MD

Sample : L3314-04

Misc : 5.0mL/MSVOA V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMQO72020WMA .M
VOC Analysis

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 1 2-Butanone, 3,3-dimethyl- Concentration Rank 2

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

6.60 3.54 ug/L 47509 1,4-Difluorobenzene 5.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 80
2 2-Butanone. 3.3-dimethvl- 100 C6H120 000075-97-8 72
3 3-Hexanone 100 C6H120 000589-38-8 64
4 3-Pentanone. 2-methvl- 100 C6H120 000565-69-5 53
5 2-Butanone, 3,3-dimethyl- 100 C6H120 000075-97-8 50

Abundance Scan 1714 (6.601 min): V\V017546.D (-1703) (-) m/z 57.10 100.00%
57
41
5000
100
85 6.20 6.40 6.60 6.80 7.00
0 ...,....,....,....|i!='..5,(-).~.'!:,..‘.3-7.,....,..'..,....,~....,....,..1.2.?... m/z 41.05 68.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3907: 2-Butanone, 3,3-dimethyl-
57
5000 a1
29 6.20 6.40 6.60 6.80 7.00
100 m/z 43.00 49.22%
ol 15 || 50, 6774 85 g |
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
57
41
6.20 6.40 6.60 6.80 7.00
5000 29 m/z 100.10 31.82%
100
15
0 50 67 77 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #3783: 3-Hexanone e Eams B
43 57 6.20 6.40 6.60 6.80 7.00
m/z 39.00 23.06%
71
5000 100
29
0 15 “\‘ ‘ ‘ 50 11 | 8\5 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_V\DATA\VV072020\
Data File : VV017546.D

Acq On : 20 Jul 2020 15:50

Operator : SY/MD

Sample : L3314-04

Misc : 5.0mL/MSVOA_V/WATER

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_V\METHOD\SOMVLMQO72020WMA .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]

2-Butanone, 3,3-d... 6.60 3.5 ug/L 47509 1 5.64 670523 50.0
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