LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37475.D

Acqg On : 23 Sep 2024 12:42
Operator : SY/MD

Sample : P4109-09

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@37475.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.127 25 27 33 rvB5 1004 854 0.03% 0.005%
2 1.172 33 41 62 rBv 70474 125101 4.77% 0.667%
3 1.278 67 74 89 rvB 369841 401941 15.32% 2.144%
4 1.532 145 153 167 rBV 321162 371816 14.17%  1.983%
5 2.060 307 317 329 rBV 649839 937100 35.71% 4.999%
6 3.452 744 750 753 rBV3 1214 1355 0.05% 0.007%
7 3.744 837 841 843 rVB3 904 651 0.02% ©0.003%
8 3.796 843 857 889 rBV 110754 323473 12.33% 1.725%
9 4.243 979 996 1028 rBV 417955 1067215 40.67% 5.693%
10 4.616 1106 1112 1114 rBVS5 982 963 0.04% 0.005%
11  4.661 1123 1126 1129 rVB4 923 695 0.03% 0.004%
12 4.754 1152 1155 1158 rVVv3 978 658 0.03% 0.004%
13 4.950 1199 1216 1250 rBV2 1028451 2623959 100.00% 13.996%
14 5.265 1310 1314 1317 rBV4 887 657 0.03% 0.004%
15 5.317 1326 1330 1332 rBV4 1433 1129 0.04% 0.006%
16 5.400 1350 1356 1363 rBV7 1522 2258 0.09% 0.012%
17 5.426 1363 1364 1370 rVB4 1205 859 0.03% 0.005%
18 5.477 1370 1380 1385 rBV4 1885 3265 0.12% 0.017%
19 5.529 1385 1396 1422 rBV 665268 1386184 52.83% 7.394%
20 5.831 1480 1490 1494 rBV10 6312 10921 0.42% 0.058%
21 5.985 1523 1538 1569 rBV 578482 1204714 45.91% 6.426%
22 6.198 1601 1604 1606 rBV4 1473 1018 0.04% 0.005%
23  6.400 1662 1667 1668 rVV5 1266 890 0.03% 0.005%
24  6.419 1668 1673 1676 rVB5 1287 1215 0.05% 0.006%
25 6.445 1676 1681 1683 rBV5 1370 1381 0.05% 0.007%
26 6.487 1688 1694 1698 rBV7 1105 1381 0.05% 0.007%
27 6.661 1744 1748 1752 rVB6 1491 1022 0.04% 0.005%
28 6.719 1762 1766 1770 rVB6 966 752 0.03% 0.004%
29 6.844 1801 1805 1810 rBV4 977 1042 0.04% 0.006%
30 6.870 1810 1813 1815 rBV2 976 646 0.02% ©0.003%
31 6.908 1815 1825 1850 rBV 296737 563804 21.49% 3.007%
32 7.236 1916 1927 1952 rBV 1167054 2077876 79.19% 11.083%
33 7.548 2014 2024 2047 rBV 194115 368837 14.06% 1.967%
34 7.799 2097 2102 2105 rBV5 1750 1566 ©0.06% ©0.008%
35 7.905 2131 2135 2136 rBvV3 2200 1291 0.05% 0.007%
36 7.979 2150 2158 2164 rBV5 10138 15083 0.57% ©0.080%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37475.D

Acqg On : 23 Sep 2024 12:42
Operator : SY/MD

Sample : P4109-09

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 8.024 2164 2172 2205 rVV2 333364 727339 27.72%  3.880%
38 8.416 2291 2294 2297 rBV5 1092 938 0.04% 0.005%
39 8.500 2318 2320 2323 rBV4 1223 856 0.03% 0.005%
40  8.644 2359 2365 2368 rBV5 2505 2614 0.10% 0.014%
41  8.780 2395 2407 2436 rBV 1054372 1752512 66.79%  9.348%
42 9.066 2493 2496 2499 rBV4 1249 807 0.03% 0.004%
43 9.220 2534 2544 2552 rBvV3 14776 28382 1.08% 0.151%
44  9.355 2583 2586 2590 rBvV4 1102 1113 0.04% 0.006%
45  9.432 2606 2610 2613 rBV5 949 938 0.04% 0.005%
46 9.477 2620 2624 2626 rBv4 1364 980 0.04% 0.005%
47  9.648 2674 2677 2678 rBV3 1012 640 0.02% ©0.003%
48 9.722 2690 2700 2705 rBV9 6278 11077 0.42% 0.059%
49 9.786 2718 2720 2723 rVB4 1400 774 0.03% 0.004%
50 9.889 2740 2752 2766 rVV7 15089 26075 ©0.99% 0.139%
51 10.082 2808 2812 2814 rBvV2 1237 1026 ©0.04% 0.005%
52 10.146 2820 2832 2857 rVvV 659151 1050313 40.03% 5.602%
53 10.471 2924 2933 2939 rBV6 4677 7072 0.27% 0.038%
54 10.564 2954 2962 2969 rBvV8 3351 5681 ©.22% 0.030%
55 10.635 2974 2984 2994 rVB7 10877 16817 0.64% 0.090%
56 10.786 3025 3031 3033 rBV3 1903 1442 0.05% 0.008%
57 10.805 3033 3037 3038 rBvV3 2649 2046 0.08% 0.011%
58 10.995 3086 3096 3101 rBV9 5533 8539 0.33% 0.046%
59 11.040 3101 3110 3118 rVvV1e 4190 8286 0.32% 0.044%
60 11.123 3128 3136 3143 rBV7 12686 19086 ©0.73% 0.102%
61 11.178 3143 3153 3183 rVV 1055450 1666651 63.52%  8.890%
62 11.413 3223 3226 3230 rBVS5 1133 864 0.03% 0.005%
63 11.493 3248 3251 3253 rBv4 2216 1792 0.07% 0.010%
64 11.554 3259 3270 3297 rVB 1139428 1829770 69.73% 9.760%
65 11.866 3365 3367 3369 rBV3 1694 881 ©0.03% 0.005%
66 11.950 3385 3393 3396 rBV7 3954 5199 0.20% 0.028%
67 12.027 3414 3417 3419 rBV2 941 687 0.03% 0.004%
68 12.101 3437 3440 3443 rVB4 1422 881 ©0.03% 0.005%
69 12.123 3443 3447 3448 rBV2 886 664 0.03% 0.004%
70 12.185 3461 3466 3468 rBV4 1108 885 0.03% 0.005%
71 12.197 3468 3470 3474 rVB5 1025 723 0.03% 0.004%
72 12.258 3481 3489 3490 rBV7 2148 2348 0.09% 0.013%
73 12.416 3536 3538 3541 rVv3 1199 657 0.03% 0.004%
74 12.467 3548 3554 3557 rBV6 1531 1700 0.06% 0.009%
75 12.513 3565 3568 3570 rBV3 1162 704 0.03% 0.004%
76 12.532 3572 3574 3577 rBV3 912 684 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37475.D

Acqg On : 23 Sep 2024 12:42
Operator : SY/MD

Sample : P4109-09

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 12.728 3632 3635 3640 rVB4 1534 1308 0.05% 0.007%
78 12.918 3691 3694 3695 rBV3 1039 688 0.03% 0.004%
79 12.943 3697 3702 3705 rVVe6 2553 2716 0.10% 0.014%
80 12.976 3710 3712 3716 rVw4 970 635 0.02% 0.003%
81 13.082 3742 3745 3747 r\W4 1063 728 0.03% 0.004%
82 13.107 3751 3753 3757 rVB4 1339 811 0.03% 0.004%
83 13.133 3757 3761 3765 rBV5 1035 992 0.04% 0.005%
84 13.213 3779 3786 3790 rBV9 2159 2967 0.11% 0.016%
85 13.233 3790 3792 3795 rVW4 1439 823 0.03% 0.004%
86 13.374 3831 3836 3840 rVB6 1299 1716 0.07% ©0.009%
87 13.397 3840 3843 3846 rBV3 1266 1042 0.04% 0.006%
88 13.458 3860 3862 3866 rVVv2 1431 831 0.03% 0.004%
89 13.480 3867 3869 3874 rVB5 1256 881 0.03% 0.005%
90 13.612 3907 3910 3915 rBV5 1108 972 0.04% 0.005%
91 13.683 3928 3932 3938 rBV7 1327 1219 0.05% 0.007%
92 13.741 3947 3950 3954 rBV4 1291 886 0.03% 0.005%
93 13.770 3954 3959 3962 rBV5 1273 1383 0.05% 0.007%
94 13.844 3976 3982 3984 rBV5 1707 1579 0.06% ©0.008%
95 14.242 4104 4106 4109 rBV3 1172 647 0.02% ©0.003%
96 14.342 4128 4137 4148 rBV3 8150 14315 0.55% 0.076%
97 14.680 4239 4242 4243 rBV3 1164 665 0.03% 0.004%
98 14.712 4249 4252 4258 rVB7 2781 2778 0.11% 0.015%
99 14.869 4299 4301 4305 rBV3 1009 673 0.03% 0.004%
100 15.053 4351 4358 4369 rBV8 7325 12234 0.47% 0.065%
Sum of corrected areas: 18747504
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37475.D

Acqg On : 23 Sep 2024 12:42
Operator : SY/MD

Sample : P4109-09

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: VV037475.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37475.D

Acqg On : 23 Sep 2024 12:42
Operator : SY/MD

Sample : P4109-09

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 4.51 ug/L 125101 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 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 41 (1.172 min): VV037475.D\data.ms (-33) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37475.D

Acqg On : 23 Sep 2024 12:42
Operator : SY/MD

Sample : P4109-09

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 4.5 wug/L 125101 1 5.529 1386180 50.0
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