LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\
Data File : VV@37078.D

Acqg On : 27 Aug 2024 12:20
Operator : SY/MD

Sample : P3691-20

Misc : 5.00mL/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@37078.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 47 rBV 150847 208205 ©.92% 0.369%
2 1.282 68 75 102 rVB 15287490 16904075 74.41% 29.933%
3 1.532 147 153 175 rVB 259256 327218 1.44% 0.579%
4 2.057 308 316 330 rvB 557810 802528 3.53% 1.421%
5 3.433 741 744 747 rBV5S 1338 1283 0.01% 0.002%
6 3.471 754 756 759 rBvV4 1153 601 0.00% 0.001%
7 3.626 801 804 805 rBV3 924 465 0.00% 0.001%
8 3.635 805 807 810 rVW4 1198 694 0.00% 0.001%
9 3.658 812 814 816 rVvvV3 957 443 0.00% 0.001%
10 3.690 822 824 829 rBv4 1120 944 0.00% 0.002%
11 3.806 842 860 899 rBV 9756335 22717173 100.00% 40.226%
12 4.243 984 996 1025 rVB 369191 921386 4.06% 1.632%
13 4.616 1109 1112 1115 rBV4 1319 1025 0.00% 0.002%
14  4.825 1175 1177 1180 rBV3 1176 710 0.00% 0.001%
15 4.889 1194 1197 1200 rBV3 936 545 0.00% 0.001%
16 4.950 1200 1216 1252 rBV2 936527 2347915 10.34% 4.158%
17 5.529 1385 1396 1430 rBV 694949 1431236 6.30% 2.534%
18 5.986 1521 1538 1564 rBV 520975 1084275 4.77%  1.920%
19 6.243 1615 1618 1620 rBV4 1401 776 0.00% 0.001%
20 6.407 1666 1669 1673 rBV7 1239 1224 0.01% 0.002%
21  6.426 1673 1675 1677 rBV3 1055 628 0.00% 0.001%
22 6.474 1687 1690 1692 rBV3 1621 916 0.00% 0.002%
23 6.539 1708 1710 1712 rBV3 1098 657 0.00% 0.001%
24  6.574 1718 1721 1723 rBV3 825 466 0.00% 0.001%
25 6.597 1725 1728 1731 rVB5S 1709 1173 0.01% 0.002%
26 6.619 1731 1735 1737 rBV5 2095 1746 0.01% 0.003%
27 6.670 1749 1751 1754 rVB4 1412 703 0.00% 0.001%
28 6.767 1776 1781 1784 rBV5S 1356 1417 0.01% 0.003%
29 6.857 1805 1809 1812 rVB6 1462 1207 0.01% 0.002%
30 6.873 1812 1814 1815 rBvV2 978 472 0.00% 0.001%
31 6.908 1815 1825 1853 rBV 258293 506760 2.23% 0.897%
32 7.240 1917 1928 1961 rBV 1047082 1855421 8.17% 3.285%
33 7.551 2016 2025 2053 rBV 173821 319543  1.41% 0.566%
34 8.024 2163 2172 2211 rBV 378846 790437  3.48%  1.400%
35 8.468 2307 2310 2311 rBvV3 1543 891 0.00% 0.002%
36 8.535 2328 2331 2334 rBV4 1387 842 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\
Data File : VV@37078.D

Acqg On : 27 Aug 2024 12:20
Operator : SY/MD

Sample : P3691-20

Misc : 5.00mL/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 8.651 2365 2367 2371 rBV5 1667 943 0.00% 0.002%
38 8.780 2395 2407 2431 rBV 1058980 1772436 7.80% 3.139%
39 9.214 2540 2542 2545 rBV3 1414 892 0.00% 0.002%
40  9.355 2584 2586 2588 rBV3 945 504 0.00% 0.001%
41  9.420 2601 2606 2607 rBv4 1381 1218 0.01% 0.002%
42 9.452 2614 2616 2621 rVB6 1002 496 0.00% 0.001%
43 9.477 2621 2624 2625 rBvV3 1401 642 0.00% 0.001%
44  9.612 2663 2666 2668 rVB3 1082 618 ©0.00% 0.001%
45 9.690 2688 2690 2695 rVB6 1184 868 0.00% 0.002%
46 9.767 2711 2714 2716 rBvV3 674 411 0.00% 0.001%
47  9.838 2733 2736 2737 rBV3 1261 654 0.00% 0.001%
48  9.924 2762 2763 2769 rVB5 1294 1022 0.00% 0.002%
49 9.950 2769 2771 2773 rBV3 990 532 0.00% 0.001%
50 9.963 2773 2775 2777 rVB3 1495 671 0.00% 0.001%
51 9.979 2777 2780 2781 rBvV3 1001 655 0.00% 0.001%
52 9.989 2781 2783 2786 rBV3 844 438 0.00% 0.001%
53 10.050 2801 2802 2806 rvB3 1622 647 0.00% 0.001%
54 10.072 2806 2809 2810 rBvV2 1213 602 0.00% 0.001%
55 10.149 2821 2833 2850 rBV 638564 1029893 4.53%  1.824%
56 10.317 2882 2885 2887 rBV4 1286 824 0.00% 0.001%
57 10.329 2887 2889 2892 rvv3 1407 761 0.00% 0.001%
58 10.487 2934 2938 2939 rBvV3 1579 932 0.00% 0.002%
59 10.593 2969 2971 2974 rVB4 962 551 0.00% 0.001%
60 10.629 2980 2982 2989 rVB7 1532 1516 0.01% 0.003%
61 10.667 2989 2994 2995 rBV4 1299 1094 0.00% 0.002%
62 10.915 3068 3071 3074 rVV4 1355 851 0.00% 0.002%
63 10.950 3078 3082 3083 rBV4 960 610 0.00% 0.001%
64 11.182 3141 3154 3182 rBV 1093407 1727370 7.60%  3.059%
65 11.555 3259 3270 3294 rBV 1034675 1660224  7.31% @ 2.940%
66 11.818 3350 3352 3354 rBV3 904 462 0.00% 0.001%
67 12.114 3440 3444 3446 rBV5S 1132 834 0.00% 0.001%
68 12.207 3471 3473 3475 rBV3 1374 595 0.00% 0.001%
69 12.220 3475 3477 3479 rBV3 1023 506 0.00% 0.001%
70 12.291 3496 3499 3501 rBV3 1354 822 0.00% 0.001%
71 12.352 3514 3518 3520 rBV3 1391 1257 0.01% 0.002%
72 12.439 3541 3545 3547 rBVS5 988 746 0.00% 0.001%
73 12.461 3550 3552 3554 rBV3 998 429 0.00% 0.001%
74 12.477 3554 3557 3558 rBV2 851 417 0.00% 0.001%
75 12.535 3572 3575 3576 rBV2 651 392 0.00% 0.001%
76 12.574 3585 3587 3589 rBV3 698 428 0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\
Data File : VV@37078.D

Acqg On : 27 Aug 2024 12:20
Operator : SY/MD

Sample : P3691-20

Misc : 5.00mL/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 12.673 3615 3618 3620 rBV3 1167 741 0.00% 0.001%
78 12.722 3628 3633 3635 rBv4 1396 1241 0.01% 0.002%
79 12.776 3648 3650 3651 rBV2 1162 515 0.00% 0.001%
80 12.808 3657 3660 3662 rvVB4 1058 533 0.00% 0.001%
81 12.825 3663 3665 3668 rBv4 950 647 0.00% 0.001%
82 12.947 3698 3703 3707 rBV7 1316 1517 0.01% 0.003%
83 13.088 3743 3747 3749 rBV4 1230 1062 0.00% 0.002%
84 13.117 3754 3756 3762 rVV7 1716 1320 0.01% 0.002%
85 13.198 3778 3781 3784 rBV4 1776 1222 0.01% 0.002%
86 13.255 3796 3799 3800 rBV4 1293 849 0.00% 0.002%
87 13.326 3818 3821 3823 rBV4 1074 638 0.00% 0.001%
88 13.419 3845 3850 3853 rBV6 1197 1329 0.01% 0.002%
89 13.561 3892 3894 3896 rBV3 973 472 0.00% 0.001%
90 13.635 3915 3917 3919 rBV3 1078 512 0.00% 0.001%
91 13.808 3968 3971 3974 rVB5 1467 932 0.00% 0.002%
92 13.825 3974 3976 3979 rBV4 863 587 0.00% 0.001%
93 13.908 3999 4002 4007 rBV7 1564 1364 0.01% 0.002%
94 13.937 4007 4011 4012 rBV3 926 689 0.00% 0.001%
95 14.027 4038 4039 4043 rBV3 732 420 0.00% 0.001%
96 14.127 4066 4070 4073 rBV5 1025 857 0.00% 0.002%
97 14.355 4138 4141 4145 rBV5S 1727 1573 0.01% 0.003%
98 14.696 4245 4247 4251 rVB4 2004 11006 ©0.00% 0.002%
99 14.760 4265 4267 4270 rBV4 1875 1198 0.01% 0.002%
100 14.828 4286 4288 4289 rBV2 1045 426 0.00% 0.001%
Sum of corrected areas: 56473507
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

01

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve82724\

: VWe37078.D

: 27 Aug 2024 12:20

: SY/MD

: P3691-20

: 5.00mL/MSVOA_V/WATER
Sample Multiplier: 1

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

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37078.D

Acqg On : 27 Aug 2024 12:20
Operator : SY/MD

Sample : P3691-20

Misc : 5.00mL/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 7.27 ug/L 208205 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 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9

Abundance  Scan 41 (1.172 min): VV037078.D\data.ms (-34) (-) m/z 63.90 100.00%

63.9
5000 J/k
P
1.20 1.40 1.60
oS e 2 m/z 47.90 49.71%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #415: Sulfur dioxide
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Abundance #6974: Aminomethanesulfonic acid
64.0
I
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5000 m/z 49.90 2.38%
17.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #44547: L-Alanine, 3-sulfo- R B e
64.0 1.20 1.40 1.60
m/z 65.00 0.95%
5000
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv082724\
Data File : VV@37078.D

Acqg On : 27 Aug 2024 12:20
Operator : SY/MD

Sample : P3691-20

Misc : 5.00mL/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 7.3 ug/L 208205 1 5.529 1431240 50.0
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