LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37058.D

Acqg On : 27 Aug 2024 03:13
Operator : SY/MD

Sample : P3691-13

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 50 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@37058.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 61 rBV 111514 240520 9.78%  1.356%
2 1.278 68 74 88 rvB 321348 343901 13.99% 1.939%
3 1.532 146 153 170 rVB 275596 333039 13.55% 1.878%
4 2.056 308 316 330 rVB 573448 815208 33.16% 4.597%
5 3.638 805 808 811 rvB5 1088 640 0.03% 0.004%
6 3.674 816 819 821 rVB2 1145 645 0.03% 0.004%
7 3.687 821 823 824 rBV2 1155 420 0.02% 0.002%
8 3.793 848 856 891 rBV 132039 364567 14.83%  2.056%
9 4.063 938 940 942 rBV3 1632 896 0.04% 0.005%
10 4.243 980 996 1028 rBV2 385369 979893 39.85% 5.526%
11  4.497 1071 1075 1078 rBV5S 1351 948 0.04% 0.005%
12 4.539 1086 1088 1089 rBV 678 266 0.01% 0.001%
13 4.584 1101 1102 1105 rVB3 1282 379 0.02% 0.002%
14 4.600 1105 1107 1109 rVB2 826 299 0.01% 0.002%
15 4.616 1109 1112 1113 rBV3 779 531 0.02% 0.003%
16 4.712 1139 1142 1143 rBV3 1429 591 0.02% 0.003%
17  4.722 1143 1145 1147 rVV3 1063 477 0.02% 0.003%
18 4.735 1147 1149 1152 rVW4 1474 744 0.03% 0.004%
19 4.764 1154 1158 1161 rVV5 1161 1151 0.05% 0.006%
20 4.789 1164 1166 1172 rBV6 1323 943 0.04% 0.005%
21  4.841 1179 1182 1185 rVB4 861 623 0.03% 0.004%
22 4.863 1187 1189 1191 rBv4 824 381 0.02% 0.002%
23 4.892 1195 1198 1199 rBv4 645 301 0.01% 0.002%
24  4.950 1200 1216 1249 rBV2 972516 2458730 100.00% 13.865%
25 5.461 1372 1375 1377 rBV3 1385 747 0.03% 0.004%
26 5.529 1385 1396 1425 rBV 638522 1312254 53.37% 7.400%
27 5.789 1475 1477 1480 rBV4 2082 1305 0.05% 0.007%
28 5.986 1526 1538 1572 rVB 541854 1113544 45.29% 6.279%
29 6.342 1643 1649 1651 rBV6 1127 1161 0.05% 0.007%
30 6.500 1695 1698 1700 rBV4 1763 1052 0.04% 0.006%
31 6.828 1798 1800 1801 rBvV2 700 343  0.01% 0.002%
32 6.908 1808 1825 1847 rBV 257772 496114 20.18% 2.798%
33 7.114 1887 1889 1894 rBV4 1555 897 0.04% 0.005%
34 7.239 1915 1928 1958 rBV 1104161 1958289 79.65% 11.043%
35 7.551 2016 2025 2047 rBV 166526 305177 12.41% 1.721%

36 8.024 2163 2172 2203 rBV 398801 819335 33.32% 4.620%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37058.D

Acqg On : 27 Aug 2024 03:13
Operator : SY/MD

Sample : P3691-13

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 50 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 8.516 2323 2325 2328 rBV4 1317 900 0.04% 0.005%
38 8.651 2365 2367 2370 rBvV3 1011 603 0.02% 0.003%
39 8.780 2396 2407 2438 rBV 996480 1648022 67.03% 9.293%
40 9.153 2521 2523 2527 rVB6 1212 690 0.03% 0.004%
41  9.288 2562 2565 2566 rBv2 668 278 0.01% 0.002%
42 9.387 2595 2596 2598 rBV2 893 413 0.02% 0.002%
43 9.455 2615 2617 2618 rBv2 642 218 0.01% 0.001%
44  9.612 2664 2666 2668 rVB2 1407 634 0.03% 0.004%
45 9.686 2686 2689 2691 rBV3 1590 828 0.03% 0.005%
46  9.905 2755 2757 2761 rBV5 846 595 0.02% 0.003%
47  9.953 2761 2772 2787 rVWW4 12754 25494 1.04% 0.144%
48 10.072 2806 2809 2810 rBvV2 1609 902 0.04% 0.005%
49 10.146 2820 2832 2852 rBV 696286 1105987 44.98% 6.237%
50 10.352 2893 2896 2897 rBV3 1192 675 0.03% 0.004%
51 10.394 2905 2909 2912 rBV5 1394 1042 0.04% 0.006%
52 10.410 2912 2914 2918 rVB5 1451 901 0.04% 0.005%
53 10.429 2918 2920 2922 rBV3 935 420 0.02% 0.002%
54 10.445 2924 2925 2928 rBV3 1580 889 0.04% 0.005%
55 10.458 2928 2929 2932 rBV3 940 426 0.02% 0.002%
56 10.516 2944 2947 2951 rBV5 1437 1170 0.05% 0.007%
57 10.593 2968 2971 2974 rBV4 1171 638 0.03% 0.004%
58 10.667 2989 2994 2996 rVB5 1381 919 0.04% 0.005%
59 10.683 2996 2999 3000 rBvV3 1315 807 0.03% 0.005%
60 10.741 3014 3017 3018 rBV2 1152 599 0.02% 0.003%
61 10.763 3022 3024 3028 rVV5 1384 990 0.04% 0.006%
62 10.789 3028 3032 3035 rVVe 2184 1900 0.08% 0.011%
63 10.808 3035 3038 3040 rVB3 861 395 0.02% 0.002%
64 10.902 3065 3067 3068 rBV2 1032 410 0.02% 0.002%
65 10.918 3068 3072 3073 rBV4 781 584 0.02% 0.003%
66 11.008 3099 3100 3102 rBV2 560 240 0.01% ©0.001%
67 11.027 3104 3106 3108 rBV2 558 228 0.01% 0.001%
68 11.062 3113 3117 3118 rBV4 905 585 0.02% 0.003%
69 11.095 3125 3127 3129 rBV3 941 414 0.02% 0.002%
70 11.181 3142 3154 3181 rBV 1018620 1605075 65.28% 9.051%
71 11.554 3259 3270 3298 rBV 1094100 1750467 71.19% 9.871%
72 11.985 3398 3404 3407 rBV6 1461 1810 0.07% 0.010%
73 12.043 3419 3422 3424 rBV4 1217 701 0.03% 0.004%
74 12.085 3431 3435 3437 rBV4 1442 1159 0.05% 0.007%
75 12.136 3449 3451 3455 rVB5S 1267 538 0.02% 0.003%
76 12.554 3579 3581 3584 rVB3 1128 594 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37058.D

Acqg On : 27 Aug 2024 03:13
Operator : SY/MD

Sample : P3691-13

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 50 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 12.577 3585 3588 3591 rBV5 1621 1474 0.06% ©0.008%
78 12.625 3600 3603 3604 rBV3 1223 687 0.03% 0.004%
79 12.722 3630 3633 3635 rBV4 1796 1183 0.05% 0.007%
80 12.799 3656 3657 3659 rBV2 864 411 0.02% 0.002%
81 12.876 3676 3681 3685 rBV5 1557 1817 ©0.07% 0.010%
82 12.895 3685 3687 3689 rvv3 794 341 0.01% 0.002%
83 12.914 3692 3693 3695 rBV2 894 213  0.01% 0.001%
84 12.924 3695 3696 3697 rBV 491 123  0.01% 0.001%
85 12.934 3697 3699 3702 rBV3 899 692 0.03% 0.004%
86 13.008 3718 3722 3728 rVB8 1886 1954 0.08% 0.011%
87 13.033 3728 3730 3735 rBV6 1023 1004 0.04% 0.006%
88 13.088 3742 3747 3749 rBV4 1655 1325 0.05% 0.007%
89 13.152 3763 3767 3771 rBV7 991 1120 0.05% 0.006%
90 13.271 3802 3804 3805 rBV2 706 238 0.01% 0.001%
91 13.435 3852 3855 3856 rBV4 1213 708 0.03% 0.004%
92 13.943 4011 4013 4014 rBV2 1091 470 0.02% 0.003%
93 14.152 4076 4078 4079 rBV2 1220 573 0.02% 0.003%
94 14.230 4100 4102 4105 rBV4 1488 1107 ©0.05% 0.006%
95 14.262 4110 4112 4113 rBV2 1075 476 0.02% 0.003%
96 14.718 4251 4254 4255 rBV2 1888 970 0.04% 0.005%

Sum of corrected areas: 17733337
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82624\
Data File : VV@37058.D

Acqg On : 27 Aug 2024 03:13

Operator : SY/MD

Sample : P3691-13

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 50 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

Abundance TIC: VV037058.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082624\
Data File : VV@37058.D

Acqg On : 27 Aug 2024 03:13
Operator : SY/MD

Sample : P3691-13

Misc : 5.00mL/MSVOA_V/WATER

ALS vial : 50 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 9.16 ug/L 240520 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): VV037058.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@37058.D

Acqg On : 27 Aug 2024 03:13
Operator : SY/MD

Sample : P3691-13

Misc : 5.00mL/MSVOA_V/WATER

ALS Vvial : 50 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 9.2 ug/L 240520 1 5.529 1312250 50.0
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