LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37528.D

Acqg On : 25 Sep 2024 16:39
Operator : SY/MD

Sample : P4162-13

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis

Signal : TIC: VV@37528.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.172 34 41 52 rBV 60910 86512 3.74% 0.506%
2 1.278 67 74 91 rVB 294985 313769 13.58% 1.835%
3 1.532 145 153 170 rVB 262220 310003 13.41% 1.813%
4 2.060 306 317 334 rBV 535161 772182 33.41% 4.516%
5 3.365 718 723 726 rBV5 761 756 0.03% 0.004%
6 3.384 726 729 732 rVWv2 900 616 ©0.03% 0.004%
7 3.420 736 740 745 rBV5S 925 9907 0.04% 0.005%
8 3.519 767 771 774 rBV3 662 555 0.02% 0.003%
9 3.574 785 788 793 rVB2 969 788 0.03% 0.005%
106 3.613 796 800 803 rvv3 887 641 0.03% 0.004%
11 3.793 848 856 897 rBv2 107729 310157 13.42% 1.814%
12 4.243 979 996 1025 rVV 377619 950566 41.13% 5.560%
13 4.651 1118 1123 1124 rBV2 728 502 0.02% 0.003%
14  4.818 1169 1175 1179 rBV2 1486 1108 0.05% 0.006%
15 4.863 1186 1189 1192 rVB4 850 471 0.02% 0.003%
16 4.950 1199 1216 1255 rBV2 901782 2311329 100.00% 13.518%
17 5.452 1370 1372 1376 rVB3 1000 566 0.02% 0.003%
18 5.474 1376 1379 1384 rBV7 867 852 0.04% 0.005%
19 5.529 1385 1396 1422 rBV 680891 1402688 60.69% 8.204%
20 5.796 1477 1479 1480 rBV2 1071 472 0.02% 0.003%
21 5.831 1485 1490 1504 rVv2 7514 15695 0.68% 0.092%
22 5.883 1504 1506 1510 rVV5 996 602 0.03% 0.004%
23 5.899 1510 1511 1517 rVB4 1186 759 0.03% 0.004%
24 5.986 1524 1538 1568 rBV 506110 1061705 45.93% 6.210%
25 6.317 1637 1641 1644 rBV4 650 699 0.03% 0.004%
26 6.513 1698 1702 1706 rVB 902 687 0.03% 0.004%
27 6.539 1706 1710 1714 rBV3 874 835 0.04% 0.005%
28 6.580 1718 1723 1728 rBV4 1411 1587 ©0.07% 0.009%
29 6.641 1739 1742 1746 rBV3 857 678 0.03% 0.004%
30 6.670 1746 1751 1754 rBV5 554 541 ©0.02% 0.003%
31 6.735 1765 1771 1776 rBV6 870 1065 0.05% 0.006%
32 6.818 1792 1797 1798 rBV 725 471 0.02% 0.003%
33 6.847 1801 1806 1809 rBV2 877 709 0.03% 0.004%
34 6.908 1815 1825 1858 rBV 259532 513285 22.21% 3.002%
35 7.121 1889 1891 1895 rBV5 575 468 0.02% 0.003%
36 7.169 1903 1906 1909 rBV4 931 563 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37528.D

Acqg On : 25 Sep 2024 16:39
Operator : SY/MD

Sample : P4162-13

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
37 7.239 1916 1928 1965 rBV 995042 1786902 77.31% 10.451%
38 7.551 2015 2025 2048 rBV 174470 322989 13.97% 1.889%
39 7.786 2094 2098 2099 rBV2 1012 642 0.03% 0.004%
40 7.844 2110 2116 2119 rBV7 971 1012 0.04% 0.006%
41  7.866 2119 2123 2125 rBv4 1524 975 0.04% 0.006%
42 7.931 2141 2143 2149 rVB4 687 537 0.02% 0.003%
43 8.024 2162 2172 2208 rBV2 333573 721550 31.22% 4.220%
44  8.275 2247 2250 2255 rVB4 1418 1036 0.04% 0.006%
45  8.413 2291 2293 2296 rBv4 747 593 0.03% 0.003%
46  8.686 2376 2378 2382 rBV4 619 465 0.02% 0.003%
47  8.719 2384 2388 2391 rBV5 621 532 0.02% 0.003%
48 8.780 2396 2407 2434 rBV 1064476 1762198 76.24% 10.306%
49 9.043 2487 2489 2492 rBV3 1009 518 0.02% 0.003%
50 9.214 2540 2542 2545 rVB 873 474 0.02% 0.003%
51 9.259 2553 2556 2559 rBvV3 669 534 0.02% 0.003%
52 9.387 2591 2596 2598 rBV4 810 801 0.03% 0.005%
53  9.497 2627 2630 2634 rBvV3 615 514 0.02% 0.003%
54 9.590 2655 2659 2662 rVB4 1022 810 0.04% 0.005%
55 9.802 2722 2725 2729 rVW4 579 476 0.02% 0.003%
56 9.889 2749 2752 2754 rVWwv3 982 644 0.03% 0.004%
57 10.014 2788 2791 2796 rVB4 636 532 0.02% 0.003%
58 10.085 2811 2813 2816 rvB3 863 498 0.02% 0.003%
59 10.146 2821 2832 2859 rBV 621884 997859 43.17% 5.836%
60 10.304 2878 2881 2883 rBV3 952 462 0.02% 0.003%
61 10.326 2883 2888 2895 rVv8 2098 2132 0.09% 0.012%
62 10.371 2898 2902 2904 rVB5 851 556 0.02% 0.003%
63 10.407 2908 2913 2918 rVB5 1100 1045 0.05% 0.006%
64 10.439 2918 2923 2926 rBV4 567 513 0.02% 0.003%
65 10.464 2926 2931 2937 rBV6 656 803 0.03% 0.005%
66 10.603 2969 2974 2978 rVB5 699 680 0.03% 0.004%
67 10.648 2982 2988 2992 rBV5 903 843 0.04% 0.005%
68 10.683 2997 2999 3001 rBV 905 568 0.02% 0.003%
69 10.783 3026 3030 3032 rBV4 828 675 0.03% 0.004%
70 10.911 3066 3070 3071 rBV3 838 600 0.03% 0.004%
71 10.960 3080 3085 3089 rVB4 830 885 0.04% 0.005%
72 11.117 3132 3134 3136 rBV2 792 474 0.02% 0.003%
73 11.178 3143 3153 3179 rBV 1079914 1707491 73.87% 9.987%
74 11.554 3258 3270 3302 rBV 1044144 1686842 72.98% 9.866%
75 11.850 3360 3362 3367 rVB4 1825 1379 0.06% 0.008%
76 12.043 3417 3422 3426 rBV5 1601 2010 0.09% 0.012%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37528.D

Acqg On : 25 Sep 2024 16:39
Operator : SY/MD

Sample : P4162-13

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 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\SFAMVLMO82624WMA .M
Title : VOC Analysis
77 12.107 3438 3442 3443 rBV4 1052 710 0.03% 0.004%
78 12.127 3446 3448 3452 rVB5 902 524 0.02% 0.003%
79 12.217 3474 3476 3482 rVB5 943 537 0.02% 0.003%
80 12.262 3486 3490 3491 rBV 707 483 0.02% 0.003%
81 12.378 3523 3526 3529 rVv3 775 512 0.02% 0.003%
82 12.468 3549 3554 3558 rBV7 1162 1284 0.06% 0.008%
83 12.718 3627 3632 3634 rVBS 1109 1024 0.04% 0.006%
84 12.905 3687 3690 3693 rBV3 755 482 0.02% 0.003%
85 13.072 3736 3742 3746 rBV4 1128 1365 ©0.06% 0.008%
86 13.236 3790 3793 3798 rBV5S 1031 741 0.03% 0.004%
87 13.400 3842 3844 3849 rVB5 998 737 0.03% 0.004%
88 13.439 3852 3856 3859 rBV4 954 628 0.03% 0.004%
89 13.551 3889 3891 3897 rVB5 1418 1221 0.05% 0.007%
90 13.580 3897 3900 3901 rBV3 875 491 0.02% 0.003%
91 13.609 3906 3909 3915 rVB6 1018 992 0.04% 0.006%
92 13.750 3949 3953 3955 rVB3 825 519 0.02% 0.003%
93 13.773 3958 3960 3965 rvB4 965 753 0.03% 0.004%
94 13.828 3975 3977 3981 rVB3 998 623 0.03% 0.004%
95 14.361 4140 4143 4145 rBV 800 509 0.02% 0.003%
96 14.467 4174 4176 4179 rBV4 1039 607 0.03% 0.004%
97 15.181 4392 4398 4399 rBV5 1436 1171 0.05% 0.007%
98 15.236 4413 4415 4418 rVB4 1866 941 0.04% 0.006%
99 15.268 4418 4425 4429 rBV8 2169 3017 0.13% 0.018%
100 15.445 4478 4480 4484 rBV4 1587 1223 0.05% 0.007%
Sum of corrected areas: 17097932
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37528.D

Acqg On : 25 Sep 2024 16:39
Operator : SY/MD

Sample : P4162-13

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: VV037528.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37528.D

Acqg On : 25 Sep 2024 16:39
Operator : SY/MD

Sample : P4162-13

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.172 3.08 ug/L 86512 1,4-Difluorobenzene 5.529

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
4 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 4
5 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 4

Abundance  Scan 41 (1.172 min): VV037528.D\data.ms (-34) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37528.D

Acqg On : 25 Sep 2024 16:39
Operator : SY/MD

Sample . P4162-13

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO82624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

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

Sulfur dioxide 1.172 3.1 ug/L 86512 1 5.529 1402690 50.0
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