LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35150.D

Acqg On : 19 Apr 2023 02:06
Operator : JC/MD

Sample : 02397-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

Signal : TIC: VX@35150.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.258 24 28 42 rBV 68420 199414 0.24% 0.069%
2 1.367 42 46 58 rVB 245664 279049 0.34% 0.097%
3 1.672 91 96 105 rBV 180660 233280 0.28% 0.081%
4 2.306 194 200 210 rVV 454036 712150 0.86% 0.248%
5 2.386 210 213 220 rVB 3437 6509 0.01% 0.002%
6 2.520 231 235 240 rBV3 879 1240 0.00% 0.000%
7 2.794 274 280 282 rVV3 1901 3026 ©0.00% 0.001%
8 2.831 282 286 287 rVW4 1519 2452 0.00% 0.001%
9 2.867 287 292 299 rvwv2 5658 12416 0.02% 0.004%
106 2.940 299 304 312 rVv2 1802 3845 0.00% 0.001%
11  3.105 325 331 341 rVB4 1335 2975 0.00% 0.001%
12 3.446 382 387 388 rBV3 847 1058 0.00% 0.000%
13  3.617 410 415 417 rBV3 607 1202 0.00% 0.000%
14 4.3066 519 528 540 rVB2 24615 69115 ©0.08% 0.024%
15 4.458 543 553 578 rBV 120795 371025 0.45% 0.129%
16 4.873 619 621 626 rVB3 297 454 0.00%  0.000%
17 5.056 638 651 669 rBV 253815 802824 0.97% 0.280%
18 5.263 683 685 688 rVB2 476 457 0.00% 0.000%
19 5.379 702 704 708 rVvV3 627 861 0.00% 0.000%
20 5.470 711 719 730 rVB4 8112 25411 0.03% 0.009%
21 5.550 730 732 733 rBvV2 544 544 0.00% 0.000%
22 5.678 742 753 767 rVB2 32206 99644 0.12% 0.035%
23 5.836 776 779 782 rVV3 554 543 0.00% 0.000%
24 5.970 788 801 803 rBV3 685371 1579500 1.91% 0.550%
25 6.043 804 813 842 rVB 12547866 34711928 42.04% 12.093%
26 6.336 859 861 862 rBv2 867 689 0.00% 0.000%
27 6.519 8990 891 893 rBV2 531 417 0.00% 0.000%
28 6.653 912 913 917 rBV2 420 467 ©.00% 0.000%
29 6.696 917 920 921 rBV2 355 388 0.00% 0.000%
30 6.763 921 931 944 rBV 489345 1175914 1.42% 0.410%
31 7.007 969 971 975 rvB3 434 419 0.00% ©0.000%
32 7.110 983 988 989 rBV4 2194 2495 0.00% 0.001%
33 7.305 1009 1020 1042 rBV 404828 917878 1.11% 0.320%
34 7.482 1044 1049 1053 rBV6 1270 2488 0.00% 0.001%
35 7.659 1072 1078 1084 rVB4 1462 2468 0.00% 0.001%
36 7.952 1119 1126 1130 rBv4 1463 3181 0.00% 0.001%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\

Data File : VX@35150.D

Acqg On : 19 Apr 2023 02:06

Operator : JC/MD

Sample : 02397-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 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

LSC Area Percent Report

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis
37 8.116 1150 1153 1157 rVB3 1245 1749 0.00% 0.001%
38 8.153 1157 1159 1161 rBvV2 480 427 0.00% 0.000%
39 8.324 1180 1187 1200 rBV 257857 420145 0.51% 0.146%
40 8.494 1211 1215 1217 rVv4 795 1322 0.00% 0.000%
41  8.513 1217 1218 1222 rVB2 890 778 0.00% ©0.000%
42 8.647 1234 1240 1249 rBV 1076634 1677712 2.03% 0.584%
43 8.720 1249 1252 1262 rVV3 4969 9885 0.01% 0.003%
44  8.848 1271 1273 1275 rVB3 546 399 0.00% ©0.000%
45  8.951 1284 1290 1301 rBV 183634 271364 ©.33% 0.095%
46 9.061 1306 1308 1310 rVV2 840 759 0.00% ©0.000%
47  9.104 1313 1315 1317 rVB2 553 401 0.00% 0.000%
48 9.275 1338 1343 1349 rVB2 11141 15464 0.02% 0.005%
49 9.384 1355 1361 1373 rBV 583154 817934 0.99% 0.285%
50 9.543 1385 1387 1390 rvVvB2 1337 1189 0.00% 0.000%
51 9.744 1416 1420 1423 rBV4 293 471 0.00% ©0.000%
52 10.092 1465 1477 1483 rBV 44027850 82576580 100.00% 28.769%
53 10.896 1608 1609 1614 rVB3 573 499 0.00% 0.000%
54 11.189 1652 1657 1669 rBV 660177 881764 1.07% 0.307%
55 11.317 1674 1678 1681 rvv4 723 1005 ©0.00% 0.000%
56 11.366 1681 1686 1692 rvVv 14472 18066 0.02% 0.006%
57 11.457 1697 1701 1707 rVWV 7538 10594 0.01% 0.004%
58 11.579 1717 1721 1723 rBV2 346 531 ©0.00% 0.000%
59 11.707 1739 1742 1748 rVB6 864 1517 0.00% 0.001%
60 11.762 1748 1751 1756 rVB4 632 863 0.00% 0.000%
61 11.969 1780 1785 1790 rBV 4279905 5168666 6.26% 1.801%
62 12.049 1790 1798 1803 rBV 41506381 63556236 76.97% 22.142%
63 12.219 1823 1826 1834 rVB4 5968 8898 0.01% 0.003%
64 12.341 1837 1846 1851 rBV 34174979 47871689 57.97% 16.678%
65 12.707 1901 1906 1911 rVB 9933 13837 0.02% 0.005%
66 12.811 1920 1923 1927 rVB5 1492 2024 0.00% 0.001%
67 12.872 1929 1933 1936 rVV3 11085 13526 0.02% 0.005%
68 12.920 1936 1941 1949 rVB 401839 482243 0.58% 0.168%
69 13.061 1958 1964 1969 rBV 136567 276248 0.33% 0.096%
70 13.109 1969 1972 1980 rVVv2 93703 128182 0.16% 0.045%
71 13.195 1981 1986 1995 rVV 212337 267001 ©0.32% 0.093%
72 13.262 1995 1997 2002 rVB3 975 1110 0.00% 0.000%
73 13.298 2002 2003 2005 rBV3 461 395 0.00% ©0.000%
74 13.329 2007 2008 2010 rBV2 487 495 0.00% 0.000%
75 13.384 2012 2017 2024 rVB 30630 42167 ©0.05% 0.015%
76 13.499 2032 2036 2038 rVB4 585 781 0.00% ©0.000%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35150.D

Acqg On : 19 Apr 2023 02:06
Operator : JC/MD

Sample : 02397-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 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_ X\Method\SFAMXLM@41823WMA.M
Title : VOC Analysis

77 13.591 2045 2051 2056 rBV 24316404 30862170 37.37% 10.752%

78 13.774 2078 2081 2085 rVB 7199 8850 0.01% 0.003%
79 13.963 2106 2112 2127 rVB 6532377 8424996 10.20%  2.935%
80 14.207 2149 2152 2157 rVB4 1341 1910 0.00% 0.001%
81 14.268 2157 2162 2165 rBV4 3838 5400 ©0.01% 0.002%
82 14.341 2169 2174 2175 rVV3 1972 2154 0.00% 0.001%
83 14.377 2175 2180 2185 rVB5 6394 11653 0.01% ©0.004%
84 14.475 2193 2196 2198 rVB2 538 577 ©0.00% 0.000%
85 14.511 2198 2202 2203 rBV4 692 749 0.00% ©0.000%
86 14.542 2203 2207 2211 rVV2 6902 8174 0.01% 0.003%
87 14.585 2211 2214 2217 rW 7810 9827 0.01% 0.003%
88 14.627 2217 2221 2226 rVB 10440 13539 0.02% 0.005%
89 14.780 2234 2246 2255 rBV 360813 559357 ©0.68% 0.195%
90 14.920 2266 2269 2273 rV4 3432 3958 ©.00% 0.001%
91 15.005 2280 2283 2286 rBV5 592 969 0.00% ©0.000%
92 15.249 2316 2323 2338 rVB 934160 1300672 1.58% 0.453%
93 15.432 2351 2353 2355 rBV3 639 487 ©0.00% 0.000%
94 15.481 2360 2361 2365 rVB3 645 617 0.00% 0.000%
95 15.591 2376 2379 2384 rBV3 497 875 0.00% ©0.000%
96 16.084 2458 2460 2463 rBV2 522 603 0.00% ©0.000%
97 16.401 2510 2512 2513 rBV2 966 543 0.00% ©0.000%
98 16.505 2522 2529 2537 rBV3 21360 41916 0.05% 0.015%
99 16.590 2542 2543 2546 rVB3 535 550 0.00% 0.000%
100 16.712 2562 2563 2567 rVB4 616 582 0.00% 0.000%

Sum of corrected areas: 287033770
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\

JC/MD

¢ 02397-
: 5.0mL/MSVOA_X/WATER
: 49  Sample Multiplier: 1

: VXe35150.D
: 19 Apr 2023 02:06

14

d : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.M
: 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_X\Data\VX041823\
Data File : VX@35150.D

Acqg On : 19 Apr 2023 02:06
Operator : JC/MD

Sample ¢ 02397-14

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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.
1.258 8.48 ug/L 199414  1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 90
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 64
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
Abundance  Scan 28 (1.258 min): VX035150.D\data.ms (-24) (-) m/z 64.00 100.00%
64.0
5000 48.0 JL\
T
1.20 140 1.60
o m/z 48.00 51.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LI LA L L B B
1.20 140 1.60
m/z 66.00 4.92%
16.0 32.0
O \\\‘\\‘\\‘\\\\‘H\\‘\\\\i\\\\‘\ }\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6974: Aminomethanesulfonic acid
64.0
B I
1.20 140 1.60
5000 48.0 m/z 50.00 2.41%
17.0
M 32.0 .
o+t
miz--> 10 20 30 40 50 60 70 80 90 100 110 Wf/\/v
Abundance #6976: Aminomethanesulfonic acid ] PVMW““
64.0 1.20 140 1.60
m/z 65.00 1.20%
48.0
5000
0 L L , 810 940 1110
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35150.D

Acqg On : 19 Apr 2023 02:06
Operator : JC/MD

Sample ¢ 02397-14

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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 2 (DEL) Alkane: Cyclic4.306 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.306 2.94 ug/L 69115 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentane, methyl- 84 C6H12 000096-37-7 94
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 91
3 1H-Tetrazole, 5-methyl- 84 C2H4N4 004076-36-2 80
4 Cyclopentane, methyl- 84 C6H12 000096-37-7 78
5 Cyclopentane, methyl- 84 C6H12 000096-37-7 56
Abundance Scan 528 (4.306 min): VX035150.D\data.ms (-519) (-) m/z 56.10 100.00%
56.1
41.1
5000 69.1
 AAEEAREEEER S
“ ‘ 84.1 4.00 4.20 4.40 4.60
0 “w“u“u“‘u“u“wk‘quuM“Hwﬁu“_j“_‘ m/z 41.10 53.70%
m/z--> 0O 10 20 30 40 50 60 70 80 90
Abundance #1682: Cyclopentane, methyl-
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41.0
5000 690 \\‘\\\\‘\\\\‘\\\\’\\\\‘

4.00 4.20 4.40 4.60

m/z 69.10 43.39%
280 “ ‘ 84.0
O \\\‘\\\\‘]\-\5\(\)‘\\\H“\\\\‘\‘\\\“\w \‘\\\‘1“\\\\‘\!\\‘\\
miz--> 0 10 20 30 40 50 60 70 80 90
Abundance #1681: Cyclopentane, methyl-
56.0
R
41.0 4.00 4.20 4.40 4.60
5000 m/z 55.08  25.96%
69.0
270
84.0
10 15\0 ‘ \H\ 1 ‘
ouwuwuuwuwm_uw‘wmwuwuuw
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1502: 1H-Tetrazole, 5-methyl- R RamEa R
56.0 4.00 4.20 4.40 4.60
210 m/z 39.10  23.83%
5000
42.0
‘ ‘ ‘ 84.0
) SN | | S S HWHWH_M,HW
m/z--> 0 10 20 30 40 50 60 70 80 90 4.00 4.20 4.40 4.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX041823\
Data File : VX@35150.D

Acqg On : 19 Apr 2023 02:06
Operator : JC/MD

Sample : 02397-14

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 49 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLM@41823WMA.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 1.258 8.5 ug/L 199414 1 6.763 1175910 50.0
(DEL) Alkane: C... 4.306 2.9 ug/L 69115 1 6.763 1175910 50.0
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