LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037062.D

Acqg On : 27 Aug 2024 04:40
Operator : SY/MD

Sample : P3691-17

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 54 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@37062.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 35 41 62 rBV 92815 190432 7.78% 1.060%
2 1.278 68 74 92 rVB 340181 370870 15.16% 2.065%
3 1.532 146 153 167 rVB 271193 329671 13.47% 1.836%
4 2.056 308 316 331 rVB 563755 808574 33.05% 4.502%
5 3.394 730 732 734 rBV3 1017 396 0.02% 0.002%
6 3.552 779 781 786 rVB6 834 692 0.03% 0.004%
7 3.587 789 792 795 rBv4 1548 952 0.04% 0.005%
8 3.619 800 802 805 rBv2 842 491 0.02% 0.003%
9 3.741 838 840 841 rBV 1482 586 0.02% 0.003%
106 3.799 848 858 893 rBV2 176966 526218 21.51% 2.930%
11  4.243 982 996 1025 rVB 388196 959763 39.23% 5.344%
12 4.474 1066 1068 1076 rVBS8 1356 1359 0.06% 0.008%
13 4.571 1095 1098 1099 rBV2 1225 580 0.02% 0.003%
14  4.719 1142 1144 1149 rVB6 1568 1161 ©0.05% 0.006%
15 4.744 1149 1152 1153 rBV3 897 480 0.02% 0.003%
16 4.793 1165 1167 1168 rBV2 1140 441 0.02% 0.002%
17 4.822 1175 1176 1178 rVB2 822 220 0.01% 0.001%
18 4.834 1178 1180 1181 rBV2 887 263 0.01% 0.001%
19 4.863 1185 1189 1190 rBv4 774 352 0.01% 0.002%
20 4.896 1194 1199 1200 rBV5 1387 1070 0.04% 0.006%
21  4.950 1200 1216 1249 rBV2 972223 2446678 100.00% 13.624%
22 5.478 1377 1380 1383 rBV5 1400 946 0.04% 0.005%
23 5.529 1385 1396 1428 rBV 685753 1416812 57.91% 7.889%
24 5.986 1525 1538 1567 rBV 533927 1113890 45.53% 6.202%
25 6.333 1642 1646 1648 rBV3 1177 1184 0.05% 0.007%
26 6.439 1677 1679 1682 rBV3 1011 802 0.03% 0.004%
27 6.465 1685 1687 1690 rVB2 1575 682 0.03% 0.004%
28 6.481 1690 1692 1694 rBV3 931 357 0.01% 0.002%
29 6.818 1793 1797 1798 rBV3 1108 779 0.03% 0.004%
30 6.847 1804 1806 1808 rvVB3 483 229 0.01% ©0.001%
31 6.863 1808 1811 1812 rBV3 950 531 0.02% 0.003%
32 6.908 1815 1825 1845 rBV 250784 478280 19.55% 2.663%
33 7.240 1917 1928 1952 rBV 1075105 1898233 77.58% 10.570%
34 7.551 2016 2025 2047 rBV 165207 303122 12.39% 1.688%
35 7.809 2103 2105 2110 rVB5 2260 1792 0.07% 0.010%
36 7.828 2110 2111 2112 rBV 855 236 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037062.D

Acqg On : 27 Aug 2024 04:40
Operator : SY/MD

Sample : P3691-17

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 54 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 7.921 2139 2140 2143 rVB3 1461 739 0.03% 0.004%
38 7.966 2152 2154 2159 rBV6 1391 1012 ©0.04% 0.006%
39 8.024 2163 2172 2212 rBV 384393 797956 32.61% 4.443%
40 8.661 2367 2370 2373 rBV4 1260 796 0.03% 0.004%
41  8.780 2396 2407 2432 rBV 1055340 1761863 72.01% 9.810%
42 9.178 2529 2531 2534 rBV4 1119 684 0.03% 0.004%
43 9.281 2561 2563 2569 rBV6 1147 1117 0.05% 0.006%
44  9.310 2569 2572 2574 rVV3 1158 675 0.03% 0.004%
45  9.342 2580 2582 2585 rBv4 925 543 0.02% 0.003%
46 9.381 2592 2594 2597 rBv4 1300 866 0.04% 0.005%
47  9.484 2621 2626 2627 rBv4 1628 1397 0.06% ©0.008%
48 9.641 2670 2675 2678 rBV6 1306 987 0.04% 0.005%
49 9.654 2678 2679 2683 rVB3 563 333 0.01% 0.002%
50 9.725 2693 2701 2704 rBV7 1038 1218 0.05% 0.007%
51 9.741 2704 2706 2708 rBvV3 782 465 0.02% 0.003%
52 9.802 2722 2725 2728 rVB5 1451 1063 0.04% 0.006%
53 9.818 2728 2730 2731 rBv2 1849 807 0.03% 0.004%
54  9.927 2760 2764 2766 rBV3 1321 884 0.04% 0.005%
55 9.992 2782 2784 2787 rBvV3 995 587 0.02% 0.003%
56 10.021 2787 2793 2794 rBV4 1121 1107 0.05% 0.006%
57 10.050 2799 2802 2804 rBV4 848 621 ©0.03% 0.003%
58 10.082 2810 2812 2813 rBV2 879 433  0.02% 0.002%
59 10.146 2821 2832 2852 rBV 671674 1064304 43.50% 5.926%
60 10.365 2898 2900 2902 rBV3 711 410 0.02% 0.002%
61 10.400 2908 2911 2915 rBV4 1158 938 0.04% 0.005%
62 10.490 2937 2939 2941 rVB4 1021 314 0.01% 0.002%
63 10.509 2943 2945 2947 rVB4 1076 458 0.02% 0.003%
64 10.522 2947 2949 2950 rBV2 927 325 0.01% 0.002%
65 10.599 2970 2973 2976 rVB4 1051 696 0.03% 0.004%
66 10.619 2976 2979 2982 rBV5 1905 1348 0.06% 0.008%
67 10.673 2992 2996 2997 rBV4 996 671 0.03% 0.004%
68 10.728 3011 3013 3017 rVB4 1487 766 0.03% 0.004%
69 10.773 3024 3027 3029 rBV3 1399 1194 0.05% 0.007%
70 10.812 3036 3039 3043 rBV6 1279 874 0.04% 0.005%
71 10.850 3049 3051 3052 rBV2 680 264 0.01% 0.001%
72 10.902 3063 3067 3068 rBV4 1034 747 0.03% 0.004%
73 10.963 3084 3086 3088 rBV3 1045 505 ©0.02% 0.003%
74 10.985 3088 3093 3098 rVBS8 1588 1598 0.07% 0.009%
75 11.008 3098 3100 3102 rBV3 1075 719 0.03% 0.004%
76 11.069 3117 3119 3122 rBV3 1163 826 0.03% 0.005%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV037062.D

Acqg On : 27 Aug 2024 04:40
Operator : SY/MD

Sample : P3691-17

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 54 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 11.114 3127 3133 3137 rBV7 1771 2179 0.09% 0.012%
78 11.181 3143 3154 3178 rBV 1075532 1696284 69.33%  9.445%
79 11.426 3227 3230 3234 rVB5S 2014 1903 0.08% 0.011%
80 11.448 3234 3237 3241 rBV6 1580 1232 0.05% 0.007%
81 11.554 3258 3270 3297 rBV 1094837 1728802 70.66% 9.626%
82 12.091 3431 3437 3441 rBV6 1477 1870 0.08% 0.010%
83 12.226 3477 3479 3481 rVB3 1557 664 0.03% 0.004%
84 12.243 3481 3484 3486 rBV4 850 462 0.02% 0.003%
85 12.468 3551 3554 3556 rBV4 957 692 0.03% 0.004%
86 12.525 3569 3572 3575 rBV5 1091 666 ©0.03% 0.004%
87 12.818 3659 3663 3664 rBV3 1349 993 0.04% 0.005%
88 12.918 3691 3694 3695 rBV2 1052 514 0.02% 0.003%
89 12.972 3708 3711 3714 rBV4 1684 1201 0.05% 0.007%
90 12.985 3714 3715 3717 rVB2 1344 428 0.02% 0.002%
91 13.001 3717 3720 3722 rBV3 1078 716 0.03% 0.004%
92 13.275 3802 3805 3807 rBV4 2121 1440 0.06% ©0.008%
93 13.355 3828 3830 3832 rBV2 1652 753 0.03% 0.004%
94 13.426 3849 3852 3854 rBV3 1196 692 0.03% 0.004%
95 13.625 3912 3914 3917 rBV3 1510 912 0.04% 0.005%
96 13.931 4005 4009 4010 rBV4 1162 926 0.04% 0.005%
97 13.998 4026 4030 4037 rBV9 2065 2374 0.10% 0.013%
98 14.082 4054 4056 4059 rVB3 1303 597 0.02% 0.003%
99 14.168 4080 4083 4087 rVB4 1370 756 0.03% 0.004%

Sum of corrected areas: 17959200
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37062.D

Acqg On : 27 Aug 2024 04:40
Operator : SY/MD

Sample : P3691-17

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 54 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: VV037062.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37062.D

Acqg On : 27 Aug 2024 04:40
Operator : SY/MD

Sample : P3691-17

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 54 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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Sulfur dioxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
1.172 6.72 ug/L 190432 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): VV037062.D\data.ms (-35) (-) m/z 63.90 100.00%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37062.D

Acqg On : 27 Aug 2024 04:40
Operator : SY/MD

Sample . P3691-17

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 54 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 6.7 ug/L 190432 1 5.529 1416810 50.0
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