LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37508.D

Acqg On : 25 Sep 2024 09:06

Operator : SY/MD

Sample : VVO925MBLO1

Misc : 5.0G/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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@37508.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.175 34 42 62 rBV 49251 96906 3.59% 0.481%
2 1.278 67 74 89 rvv 361590 395129 14.63% 1.960%
3 1.532 145 153 168 rVB 315701 369969 13.70%  1.836%
4 2.056 306 316 335 rBV 635022 934219 34.60% 4.635%
5 3.436 741 745 747 rBV 721 628 0.02% 0.003%
6 3.455 747 751 754 rVV3 936 679 0.03% 0.003%
7 3.490 760 762 765 rBV3 953 603 0.02% 0.003%
8 3.555 777 782 785 rW4 846 844 0.03% 0.004%
9 3.789 846 855 886 rBvV 113815 345217 12.78% 1.713%
106 4.133 960 962 964 rBV2 1051 580 0.02% 0.003%
11  4.236 978 994 1023 rBV 432782 1109643 41.09% 5.505%
12 4.654 1116 1124 1126 rBV5 635 631 0.02% 0.003%
13 4.715 1140 1143 1145 rBV3 815 559 0.02% 0.003%
14  4.732 1145 1148 1151 rVv4 973 769 0.03% 0.004%
15 4.748 1151 1153 1159 rVB3 909 745 0.03% 0.004%
16 4.944 1199 1214 1249 rBV2 1045617 2700375 100.00% 13.397%
17 5.265 1311 1314 1318 rVB5 1010 722 0.03% 0.004%
18 5.365 1342 1345 1348 rBV5S 1070 793 0.03% 0.004%
19 5.442 1366 1369 1373 rVB5 1203 798 0.03% 0.004%
20 5.484 1377 1382 1383 rBV4 1041 833 0.03% 0.004%
21 5.526 1383 1395 1432 rBV 807870 1678559 62.16% 8.328%
22 5.831 1478 1490 1504 rVB1o 8130 21742 0.81% 0.108%
23 5.979 1524 1536 1564 rBV 590717 1228969 45.51% 6.097%
24  6.211 1606 1608 1612 rVB3 935 520 0.02% 0.003%
25 6.355 1651 1653 1660 rVB5 1144 1199 0.04% 0.006%
26 6.481 1689 1692 1697 rBV5 716 709 0.03% 0.004%
27 6.664 1744 1749 1750 rBV2 804 591 0.02% 0.003%
28 6.728 1765 1769 1772 rBV3 1024 781 0.03% 0.004%
29 6.764 1778 1780 1784 rVB4 822 491 0.02% 0.002%
30 6.805 1789 1793 1795 rBV4 1163 849 0.03% 0.004%
31 6.844 1799 1805 1808 rBV2 824 681 ©0.03% 0.003%
32 6.905 1814 1824 1853 rBV 325685 615187 22.78% 3.052%
33 7.236 1915 1927 1962 rBV 1227395 2155624 79.83% 10.695%
34 7.548 2014 2024 2047 rBV 204186 384430 14.24%  1.907%
35 7.728 2078 2080 2086 rvB4 1348 1064 0.04% 0.005%
36 7.780 2093 2096 2099 rBV4 838 749 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37508.D

Acqg On : 25 Sep 2024 09:06

Operator : SY/MD

Sample : VVO925MBLO1

Misc : 5.0G/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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 7.979 2156 2158 2162 rBV4 673 508 0.02% 0.003%
38 8.021 2163 2171 2214 rBV2 333678 747718 27.69%  3.710%
39 8.436 2294 2300 2303 rBV6 1353 1634 0.06% 0.008%
40  8.500 2317 2320 2323 rBV5 747 582 0.02% 0.003%
41  8.670 2370 2373 2377 rVB5 1060 669 0.02% 0.003%
42 8.693 2377 2380 2385 rBV4 548 691 0.03% 0.003%
43  8.725 2385 2390 2395 rBV5 865 957 ©0.04% 0.005%
44  8.776 2395 2406 2435 rBV 1236827 2043717 75.68% 10.140%
45  9.014 2476 2480 2484 rBV7 1037 942 0.03% 0.005%
46 9.082 2498 2501 2509 rVB9 2443 2582 0.10% 0.013%
47  9.201 2536 2538 2542 rBV3 974 816 ©0.03% 0.004%
48 9.329 2572 2578 2583 rBV7 751 981 0.04% 0.005%
49 9.477 2619 2624 2626 rBV4 2167 1683 0.06% 0.008%
50 9.657 2676 2680 2686 rVB6 1477 1497 0.06% 0.007%
51 9.693 2690 2691 2696 rvB3 748 478 0.02% 0.002%
52 9.751 2705 2709 2714 rBV5 1024 1165 0.04% 0.006%
53 9.802 2720 2725 2727 rBvV2 619 492 0.02% 0.002%
54 9.870 2739 2746 2754 rVvVv9 3284 5772 0.21% 0.029%
55  9.969 2772 2777 2786 rBV7 972 1325 0.05% 0.007%
56 10.146 2820 2832 2859 rVV 650917 1058716 39.21% 5.253%
57 10.313 2879 2884 2885 rBvV3 1237 873 0.03% 0.004%
58 10.394 2906 2909 2914 rBV5 1019 1026 ©0.04% 0.005%
59 10.474 2926 2934 2945 rVV8 2939 5273 0.20% 0.026%
60 10.522 2947 2949 2952 rVB3 1197 591 0.02% 0.003%
61 10.567 2959 2963 2966 rBV2 860 766 0.03% 0.004%
62 10.744 3013 3018 3021 rBVS5S 1430 1280 0.05% 0.006%
63 10.780 3026 3029 3035 rVBS8 1511 1442 0.05% 0.007%
64 10.853 3044 3052 3061 rBV9 3755 6741 0.25% 0.033%
65 10.982 3090 3092 3096 rVB3 930 631 0.02% 0.003%
66 11.127 3126 3137 3142 rBV5 6783 11014 0.41% 0.055%
67 11.178 3142 3153 3189 rVV 1243215 2037136 75.44% 10.107%
68 11.403 3221 3223 3228 rVB5S 1172 891 0.03% 0.004%
69 11.477 3241 3246 3247 rBV2 786 675 0.02% 0.003%
70 11.551 3255 3269 3294 rBV 1231501 1967317 72.85% 9.760%
71 11.950 3387 3393 3394 rBV3 681 644 0.02% ©0.003%
72 11.992 3402 3406 3408 rBV3 685 588 0.02% 0.003%
73 12.005 3408 3410 3416 rVB4 931 920 ©0.03% 0.005%
74 12.037 3416 3420 3426 rBV6 1107 1261 0.05% 0.006%
75 12.217 3471 3476 3478 rBV5S 689 612 ©0.02% 0.003%
76 12.249 3483 3486 3488 rBV2 1083 727 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37508.D

Acqg On : 25 Sep 2024 09:06

Operator : SY/MD

Sample : VVO925MBLO1

Misc : 5.0G/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

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 12.316 3504 3507 3509 rBV3 1082 728 0.03% 0.004%
78 12.471 3551 3555 3558 rBV4 866 691 ©0.03% 0.003%
79 12.487 3558 3560 3563 rBV3 918 518 0.02% 0.003%
80 12.545 3574 3578 3581 rBV4 1132 957 0.04% 0.005%
81 12.587 3581 3591 3604 rVV4 8585 15728 ©0.58% 0.078%
82 12.824 3663 3665 3668 rVB3 1092 569 0.02% 0.003%
83 12.857 3672 3675 3679 rBV3 731 582 0.02% 0.003%
84 12.995 3715 3718 3722 rVB4 921 780 0.03% 0.004%
85 13.024 3722 3727 3730 rBV3 1241 1161 ©0.04% 0.006%
86 13.201 3774 3782 3793 rBV5 16340 29524 1.09% 0.146%
87 13.275 3802 3805 3808 rBV3 1354 9902 0.03% 0.004%
88 13.358 3828 3831 3833 rBV2 1281 835 0.03% 0.004%
89 13.439 3847 3856 3878 rBV 51064 95192 3.53% 0.472%
90 13.551 3889 3891 3894 rBV4 749 499 0.02% 0.002%
91 13.680 3921 3931 3948 rBV3 19943 34490 1.28% 0.171%
92 13.783 3960 3963 3968 rVB4 1035 719 0.03% 0.004%
93 13.866 3985 3989 3992 rBV3 573 553 0.02% 0.003%
94 13.918 4003 4005 4009 rVB3 934 488 0.02% 0.002%
95 14.133 4068 4072 4077 rBVS 812 945 0.03% 0.005%
96 14.178 4081 4086 4087 rBV4 905 735 0.03% 0.004%
97 14.390 4150 4152 4154 rBV3 863 506 0.02% 0.003%
98 14.609 4217 4220 4225 rVB6 1178 1111 0.04% 0.006%
99 14.651 4231 4233 4238 rVB5 962 676 0.03% 0.003%
100 15.516 4500 4502 4506 rBV5 1645 916 ©.03% 0.005%
Sum of corrected areas: 20155925
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\

: VVe37508.D

: 25 Sep 2024 09:06

: SY/MD

: VV@925MBLO1

: 5.0G/5.emL/100uL/5.0mL/MSVOA_V/MEOH
:1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@82624WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092524\
Data File : VV@37508.D

Acqg On : 25 Sep 2024 09:06

Operator : SY/MD

Sample ¢ VVe925MBLO1

Misc : 5.0G/5.0mL/100ulL/5.0emL/MSVOA_V/MEOH

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

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.
1.175 2.89 ug/L 96906  1,4-Difluorobenzene 5.526

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 Sulfur dioxide 64 02S 007446-09-5 5

Abundance  Scan 42 (1.175 min): VV037508.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@37508.D

Acqg On : 25 Sep 2024 09:06

Operator : SY/MD

Sample : VV0925MBLO1

Misc : 5.0G/5.0mL/100ulL/5.emL/MSVOA_V/MEOH

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 1.175 2.9 ug/L 96906 1 5.526 1678560 50.0
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