LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37472.D

Acqg On : 23 Sep 2024 11:37
Operator : SY/MD

Sample : P4106-04 400X

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@37472.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 61 rBV 80492 137350 3.43% 0.615%
2 1.278 67 74 89 rvB 370525 394253 9.84% 1.765%
3 1.532 145 153 168 rVB 317097 370037 9.23% 1.657%
4 2.060 307 317 338 rBV 648282 934934 23.33% 4.187%
5 3.429 740 743 748 rVB6 629 607 0.02% 0.003%
6 3.548 776 780 782 rBvV4 758 546 0.01% 0.002%
7 3.655 804 813 816 rBV7 1353 1924 0.05% 0.009%
8 3.674 816 819 824 rVB5S 971 1061 ©0.03% 0.005%
9 3.754 842 844 848 rVB3 1157 695 0.02% 0.003%
106 3.793 848 856 890 rBV 109317 334751 8.35%  1.499%
11 4.108 951 954 957 rBV2 1208 926 0.02% 0.004%
12 4.153 963 968 973 rVB5 1189 1173 0.03% 0.005%
13 4.179 973 976 978 rBv3 1002 666 0.02% 0.003%
14  4.243 979 996 1029 rVV2 419208 1073915 26.80% 4.809%
15 4.455 1061 1062 1067 rVB3 822 527 0.01% 0.002%
16 4.523 1081 1083 1087 rBV4 905 554 0.01% 0.002%
17 4.577 1097 1100 1103 rVB3 1078 687 0.02% 0.003%
18 4.613 1109 1111 1117 rVB4 1047 785 0.02% 0.004%
19 4.658 1121 1125 1128 rVB4 939 725 0.02% 0.003%
20 4.709 1135 1141 1144 rBV5S 901 855 0.02% 0.004%
21  4.728 1144 1147 1156 rVv8 1965 2905 0.97% 0.013%
22 4.780 1159 1163 1166 rBvV3 1058 797 0.02% 0.004%
23 4.841 1178 1182 1187 rVB3 1456 1271 0.03% 0.006%
24 4.950 1200 1216 1230 rBV2 1027867 2660288 66.38% 11.913%
25 5.262 1309 1313 1317 rBV5S 1283 1373 0.03% 0.006%
26 5.314 1326 1329 1333 rBV7 1058 1042 0.03% 0.005%
27 5.333 1333 1335 1340 rVB4 1587 1061 0.03% 0.005%
28 5.359 1340 1343 1345 rBV2 837 570 0.01% 0.003%
29 5.400 1354 1356 1360 rVB4 1555 1055 0.03% 0.005%
30 5.484 1378 1382 1385 rBV4 1006 958 0.02% 0.004%
31 5.529 1385 1396 1435 rVV 790041 1627689 40.61% 7.289%
32 5.831 1484 1490 1492 rBvV7 4298 4790 0.12% 0.021%
33 5.986 1524 1538 1567 rBV 573039 1193945 29.79% 5.346%
34 6.294 1630 1634 1638 rvvs 992 679 0.02% 0.003%
35 6.336 1642 1647 1651 rBvV3 996 1079 0.03% 0.005%
36 6.654 1743 1746 1749 rVV3 1041 641 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37472.D

Acqg On : 23 Sep 2024 11:37
Operator : SY/MD

Sample : P4106-04 400X

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 6.706 1759 1762 1765 rVB3 735 539 0.01% 0.002%
38 6.786 1785 1787 1793 rVB5 1004 694 0.02% 0.003%
39 6.908 1810 1825 1862 rBV 299667 590093 14.72% 2.642%
40 7.236 1916 1927 1957 rBV 1184325 2085276 52.03% 9.338%
41  7.551 2015 2025 2055 rBV 194819 367959 9.18% 1.648%
42 7.748 2083 2086 2089 rVB3 1196 782 0.02% 0.004%
43 7.767 2089 2092 2096 rVB6 764 553 0.01% 0.002%
44  7.834 2111 2113 2117 rVB3 1303 669 0.02% 0.003%
45  7.857 2117 2120 2121 rBV3 1057 653 0.02% 0.003%
46 7.966 2151 2154 2157 rBv4 966 619 0.02% 0.003%
47  8.024 2163 2172 2202 rBV2 324338 712028 17.77%  3.188%
48  8.532 2328 2330 2334 rBV3 1443 1250 0.03% 0.006%
49 8.609 2353 2354 2360 rVB4 1073 641 0.02% 0.003%
50 8.693 2376 2380 2381 rBV3 998 593 0.01% 0.003%
51 8.780 2396 2407 2410 rBV 1352659 1913139 47.73% 8.567%
52 9.182 2529 2532 2534 rBV3 1327 670 0.02% 0.003%
53 9.259 2552 2556 2558 rBV4 663 527 0.01% 0.002%
54 9.384 2594 2595 2599 rBV3 804 533 0.01% 0.002%
55  9.407 2599 2602 2605 rvvs 731 560 0.01% 0.003%
56 9.465 2615 2620 2626 rBV7 1531 1928 0.05% 0.009%
57 9.551 2644 2647 2649 rvv3 829 569 0.01% 0.003%
58 9.751 2703 2709 2712 rBV7 987 1006 ©0.03% 0.005%
59 9.802 2722 2725 2728 rVB3 877 645 0.02% 0.003%
60 9.831 2728 2734 2736 rBv4 1179 784 0.02% 0.004%
61 9.899 2753 2755 2758 rVB3 953 596 0.01% 0.003%
62 10.011 2785 2790 2795 rBV4 982 1016 0.03% 0.005%
63 10.059 2800 2805 2807 rBV5 956 797 0.02% 0.004%
64 10.146 2818 2832 2854 rBV 654062 1031762 25.74% 4.620%
65 10.368 2897 2901 2903 rVB3 1061 559 0.01% 0.003%
66 10.416 2913 2916 2919 rVB2 834 517 0.01% 0.002%
67 10.558 2958 2960 2964 rBV3 726 598 0.01% 0.003%
68 10.609 2969 2976 2977 rBV5S 670 711 0.02% 0.003%
69 10.760 3020 3023 3027 rBVS5 691 560 0.01% 0.003%
70 10.786 3027 3031 3037 rVv8 1334 1527 0.04% 0.007%
71 10.892 3060 3064 3068 rBV5 921 891 0.02% 0.004%
72 10.921 3071 3073 3076 rBV2 660 547 0.01% 0.002%
73 10.979 3087 3091 3099 rVB7 742 738 0.02% 0.003%
74 11.043 3108 3111 3114 rVB3 782 634 0.02% 0.003%
75 11.066 3114 3118 3124 rBV6 1176 1386 ©0.03% 0.006%

76 11.114 3124 3133 3143 rBV 114034 186246 4.65%  0.834%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37472.D

Acqg On : 23 Sep 2024 11:37
Operator : SY/MD

Sample : P4106-04 400X

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 11.182 3143 3154 3158 rBV 1348264 2220865 55.41% 9.945%
78 11.387 3214 3218 3223 rVB7 1380 1442 0.04% 0.006%
79 11.500 3252 3253 3256 rBV2 790 512 0.01% 0.002%

80 11.567 3256 3274 3302 rBV2 1680033 4007884 100.00% 17.947%

81 12.034 3416 3419 3424 rBVe6 1647 1321 0.93% 0.006%
82 12.120 3443 3446 3450 rBV5S 798 549 0.01% 0.002%
83 12.230 3476 3480 3482 rBv4 984 725 0.02% 0.003%
84 12.487 3557 3560 3563 rBV5 1019 593 0.01% 0.003%
85 12.516 3566 3569 3573 rVB 759 545 0.01% 0.002%
86 12.574 3580 3587 3588 rBV5 1377 1198 0.03% 0.005%
87 12.915 3689 3693 3696 rVB5 1001 782 0.02% 0.004%
88 12.931 3696 3698 3700 rBV2 951 585 0.01% 0.003%
89 13.117 3753 3756 3758 rBV3 993 583 0.01% 0.003%
990 13.194 3768 3780 3804 rBV 208441 344466 8.59% 1.543%
91 13.374 3833 3836 3842 rBVe6 1403 1070 0.93% 0.005%
92 13.423 3846 3851 3853 rBV3 1050 1040 0.03% 0.005%
93 13.445 3853 3858 3861 rBV7 1855 1804 0.05% 0.008%
94 13.677 3920 3930 3943 rBV2 42329 71569 1.79% 0.320%
95 13.972 4020 4022 4024 rBV3 1079 577 0.01% 0.003%
96 14.059 4047 4049 4051 rBV3 857 506 0.01% 0.002%
97 14.091 4057 4059 4061 rBV3 919 605 0.02% 0.003%
98 14.178 4084 4086 4091 rVB5 1176 689 0.02% 0.003%
99 14.760 4261 4267 4268 rBV6 1618 1434 0.04% 0.006%
100 16.033 4661 4663 4665 rBV3 2385 1312 0.03% 0.006%
Sum of corrected areas: 22331565

SFAMVLMO82624WMA.M Tue Sep 24 17:41:42 2024 3



Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\

: VWe37472.D

: 23 Sep 2024 11:37
: SY/MD

: P4106-04 400X

: 5mL/MSVOA_V/WATER
01

Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: VV037472.D\data.ms
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Abundance TIC: VV037472.D\data.ms
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SFAMVLMO82624WMA.M Tue Sep 24 17:41:44 2024 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37472.D

Acqg On : 23 Sep 2024 11:37
Operator : SY/MD

Sample : P4106-04 400X

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

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 4.22 ug/L 137350  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 Sulfur dioxide 64 02S 007446-09-5 5
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 5

Abundance  Scan 41 (1.172 min): VV037472.D\data.ms (-34) (-) m/z 63.90 100.00%

3.9
5000 k
T ———————
1.20 1.40 1.60
0 351 | | o
— et m/z 47.90  48.07%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LN L B R B B I
1.20 1.40 1.60
m/z 65.90 5.10%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
R e e
1.20 1.40 1.60
5000 m/z 49.90 2.03%
17.0
ool B0 o
miz--> 20 40 60 80 100 120 140 160 W/\w\ |
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SFAMVLMO82624WMA.M Tue Sep 24 17:41:46 2024 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV092324\
Data File : VV@37472.D

Acqg On : 23 Sep 2024 11:37
Operator : SY/MD

Sample : P4106-04 400X

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 4.2 wug/L 137350 1 5.529 16276990 50.0
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