LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042773.D

Acqg On : 31 Jul 2024 15:14
Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\SFAMXLMO72624WMA .M
Title : VOC Analysis

Signal : TIC: VXe42773.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.240 22 25 42 rW 15648 22220 5.47% 0.681%
2 1.368 43 46 58 rVB 31504 41492 10.21% 1.272%
3  1.648 89 92 100 rVB 27178 33456 8.23% 1.026%
4 2.294 192 198 211 rBV 81300 126828 31.21% 3.889%
5 2.526 235 236 240 rVB 172 201 0.05% 0.006%
6 2.788 274 279 287 rBB2 1433 2991 0.74% 0.092%
7 2.947 297 305 312 rBV2 5187 11377 2.80% 0.349%
8 3.099 327 330 332 rBB 183 216 0.05% 0.007%
9 3.349 368 371 373 rBB2 167 173 0.04% 0.005%
106 3.410 380 381 385 rBB 179 159 0.04% 0.005%
11 3.635 416 418 422 rBB 143 155 ©0.04% 0.005%
12 3.971 472 473 477 rBV 124 177 0.04% 0.005%
13 4.190 506 509 512 rBB 178 172 0.04% 0.005%
14 4.330 529 532 535 rBB 156 206 0.05% 0.006%
15 4.410 544 545 547 rBV 167 154 0.04% 0.005%
16 4.465 547 554 566 rBV2 25185 74801 18.41% 2.294%
17 4.715 593 595 598 rBV 267 238 0.06% 0.007%
18 4.775 602 605 607 rBB 208 196 ©0.05% 0.006%
19 4,855 615 618 621 rBB2 200 259 0.06% 0.008%
20 4.940 630 632 635 rBB2 136 145 0.04% 0.004%
21 5.056 639 651 664 rBv2 53360 167414 41.20% 5.133%
22 5.312 689 693 694 rBB 133 164 0.04% 0.005%
23 5.379 702 704 706 rBV 309 228 0.06% ©0.007%
24 5.464 716 718 722 rBV2 150 205 0.05% 0.006%
25 5.538 728 730 732 rBV2 205 189 ©0.05% 0.006%
26 5.562 732 734 736 rVW 194 164 0.04% ©0.005%
27 5.611 739 742 747 rBB2 157 217 0.05% 0.007%
28 5.690 753 755 757 rBB2 176 140 0.03% 0.004%
29 5.812 773 775 777 rBB 194 153 0.04% 0.005%
30 5.970 788 801 818 rBV3 137460 406313 100.00% 12.459%
31 6.635 905 910 912 rBB 160 187 ©0.05% 0.006%
32 6.763 922 931 943 rBV 116177 281290 69.23% 8.625%
33 7.092 983 985 986 rBV 271 219 0.05% 0.007%
34 7.306 1013 1020 1034 rBV 80051 179442 44.16% 5.502%
35 7.482 1047 1049 1050 rBV 293 195 ©0.05% 0.006%
36 7.531 1053 1057 1061 rBV 232 356 ©0.09% 0.011%
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Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\

Data File : VXe42773.D

Acqg On : 31 Jul 2024 15:14

Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\SFAMXLMO72624WMA .M
Title : VOC Analysis
37 7.604 1065 1069 1070 rBB 203 201 0.05% 0.006%
38 7.629 1071 1073 1074 rBV 141 142 0.03% 0.004%
39 7.793 1098 1100 1102 rBB 197 153 0.04% 0.005%
40 8.037 1138 1140 1144 rBV 118 168 0.04% 0.005%
41  8.324 1182 1187 1201 rVV2 50664 86268 21.23% 2.645%
42 8.458 1207 1209 1213 rVB2 456 443 0.11% 0.014%
43 8.494 1214 1215 1220 rBB 281 357 0.09% 0.011%
44  8.555 1223 1225 1227 rBV 163 223  0.05% 0.007%
45  8.647 1234 1240 1255 rBV 207000 336158 82.73% 10.308%
46 8.878 1275 1278 1281 rBB 240 331 0.08% 0.010%
47  8.909 1281 1283 1285 rBV 263 253 0.06% ©0.008%
48  8.952 1285 1290 1303 rVV 37091 55461 13.65% 1.701%
49 9.244 1334 1338 1339 rBB 214 185 0.05% 0.006%
50 9.275 1340 1343 1345 rBV 250 227 0.06% ©0.007%
51 9.384 1356 1361 1378 rBV 117421 182153 44.83% 5.585%
52 9.640 1401 1403 1408 rBV2 386 605 0.15% 0.019%
53 9.750 1418 1421 1423 rVB 174 172 0.04% 0.005%
54 9.842 1434 1436 1440 rBV 368 383 0.09% 0.012%
55 9.982 1456 1459 1460 rBB 185 161 ©0.04% 0.005%
56 10.055 1466 1471 1489 rVB 238691 333903 82.18% 10.238%
57 10.403 1526 1528 1530 rBV 168 155 ©0.04% 0.005%
58 10.543 1548 1551 1554 rBB 136 151 ©0.04% 0.005%
59 10.598 1558 1560 1563 rVB 163 163 0.04% 0.005%
60 10.652 1564 1569 1572 rBV2 408 537 0.13% 0.016%
61 11.000 1624 1626 1629 rBV 137 237 0.06% 0.007%
62 11.067 1636 1637 1639 rBV 157 143 0.04% 0.004%
63 11.189 1652 1657 1667 rBV 156797 212862 52.39% 6.527%
64 11.354 1682 1684 1686 rBB 179 173 0.04% 0.005%
65 11.408 1690 1693 1694 rBV2 236 265 0.07% ©0.008%
66 11.457 1699 1701 1703 rVB2 210 210 0.05% 0.006%
67 11.689 1737 1739 1742 rBB2 125 153 ©0.04% 0.005%
68 11.732 1743 1746 1749 rBB 191 260 0.06% ©0.008%
69 11.762 1749 1751 1753 rBV 164 188 0.05% 0.006%
70 11.890 1771 1772 1775 rBB 143 143 0.04% 0.004%
71 12.024 1788 1794 1807 rBV 228595 303376 74.67% 9.302%
72 12.244 1827 1830 1834 rVB2 1098 1391 0.34% 0.043%
73 12.317 1837 1842 1855 rVB 231950 299561 73.73% 9.185%
74 12.408 1855 1857 1862 rVB 359 335 0.08% 0.010%
75 12.451 1862 1864 1865 rBV 242 174 0.04% 0.005%
76 12.506 1870 1873 1875 rBV 211 268 0.07% ©0.008%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042773.D

Acqg On : 31 Jul 2024 15:14
Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 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\SFAMXLMO72624WMA .M
Title : VOC Analysis
77 12.646 1894 1896 1899 rBB 145 176 0.04% 0.005%
78 12.677 1899 1901 1902 rBV 250 1706 0.04% 0.005%
79 12.780 1908 1918 1919 rBV3 1589 3574 0.88% 0.110%
80 13.012 1953 1956 1958 rVB3 334 279 0.07% 0.009%
81 13.036 1958 1960 1961 rBV 281 269 0.07% ©0.008%
82 13.396 2014 2019 2023 rVB2 176 362 0.09% 0.011%
83 13.530 2038 2041 2044 rBV 433 526 ©.13% 0.016%
84 13.579 2047 2049 2051 rVB 250 185 ©0.05% 0.006%
85 13.676 2062 2065 2071 rBV 374 620 0.15% 0.019%
86 13.719 2071 2072 2074 rVB 213 150 0.04% 0.005%
87 13.780 2077 2082 2089 rVV 24402 37417 9.21% 1.147%
88 14.097 2132 2134 2136 rBV 327 372 0.09% 0.011%
89 14.127 2136 2139 2149 rVB 3927 5806 1.43% 0.178%
990 14.323 2169 2171 2174 rBV 246 309 0.08% 0.009%
91 14.396 2181 2183 2184 rBV 272 249 0.06% ©0.008%
92 14.432 2187 2189 2190 rBV 197 176 0.04% 0.005%
93 14.603 2214 2217 2218 rVB2 288 251 0.06% 0.008%
94 14.640 2219 2223 2229 rBV2 3300 4143 1.02% 0.127%
95 14.786 2242 2247 2251 rBV 3433 4653 1.15% 0.143%
96 15.389 2340 2346 2353 rVB2 3190 5707 1.40% 0.175%
97 15.615 2379 2383 2384 rBV2 776 1165 ©0.29% 0.036%
98 15.950 2437 2438 2442 rBV2 438 439 0.11% 0.013%
99 16.328 2494 2500 2508 rBV3 7266 12557 3.09% 0.385%
100 16.688 2554 2559 2567 rBV 6532 10528 2.59% 0.323%
Sum of corrected areas: 3261267
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042773.D

Acqg On : 31 Jul 2024 15:14
Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VX042773.D\data.ms
200000
150000 5.970
100000
2.294
5.056
50000
1.368 1 g48 4.465
1.240
2.526 2788943009 3.34403.635 3.9714.190 4 ATHEESA 5.31%.
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m‘w%wﬁw‘wm‘ﬁ\ [ \‘\T\W_Tr‘\\\ Y_TTF\‘T\"V_\—V_YT'V_F\\‘\
Time--> 1.20 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20
Abundance TIC: VX042773.D\data.ms
10.p55
8.647
200000
11.189
150000
6.763 9.384
100000
7.306
8.324
50000 8.952
0 6 7288829.793 8.037 Mﬂgjs @m& 9.680%6429 10.40B56952 11,0057 \11.BBA87
"Y—'_‘T T ’T*Y_‘\—Y_r T ‘ T T ‘ T - T ‘ T T T ‘ T T \*r 1 T T T ‘ T T
Time--> 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00
Abundance TIC: VX042773.D\data.ms
12.024 12.317
200000
150000
100000
50000
13.780
786 15.38 16.328 16.688
1116882890 | 12.2422MEIBGHETA0BIEE 13 305EIG7 1Mok 1 aamak’cHle 3895615 15.950
Oﬁ*r T 1 T “‘F T "‘v_‘v_‘v_‘ \‘[”’1“’\ 1 T T T ‘F‘y—\‘/\!“/\\ T T T T T ‘—'_‘ T T T T T T f T T T T T
Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042773.D

Acqg On : 31 Jul 2024 15:14
Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA.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 3
R.T. EstConc Area Relative to ISTD R.T.
1.240 3.95 ug/L 22220 1,4-Difluorobenzene 6.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 74
2 Sulfur dioxide 64 02S 007446-09-5 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 25 (1.240 min): VX042773.D\data.ms (-22) (-) m/z 64.00 100.00%

64.0
48.0
5000
i B e e e
1.20 1.40 1.60
o7 m/z 48.00 55.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LI LA B B A
1.20 1.40 1.60
m/z 65.75 4.19%
16.0 32.0
O \‘\\1\‘\\\\‘\\\\‘\\\\i\\\\‘\ }\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #416: Sulfur dioxide
48.0 64.0
e
1.20 140 1.60
5000
32.0
Ot e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid
64.0
48.0
5000
0 DL ., 810 940 1110
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042773.D

Acqg On : 31 Jul 2024 15:14
Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA.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 3 Azulene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.780 6.17 ug/L 37417 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene 128 C10H8 000091-20-3 95
2 Naphthalene 128 C10H8 000091-20-3 95
3 Azulene 128 C10H8 000275-51-4 91
4 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2082 (13.780 min): VX042773.D\data.ms (-2077) (- m/z 128.00 100.00%
128.0
5000
1350  14.00
102.0 . .
oS0 e0 1RO | :
O brrprrer e et e e e e m/z 127.20 11.84%
m/z--> 20 30 40 50 60 70 80 90 100110120 130
Abundance #13683: Naphthalene
128.0
5000 1 ‘AM T
13.50 14.00
m/z 129.00 9.78%
51.0 64.0 77 102.0
OH‘HH‘HH.‘()HHHH\\‘\‘1\\‘\Mw“\H\‘H\\“1\\\‘\\\\‘\\1”‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13686: Naphthalene
128.0
—— —
13.50 14.00
5000 m/z 126.00 9.55%
1000770 W20
O e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13679: Azulene T ——t
128.0 13.50 14.00
m/z 102.00 8.44%
5000
51.0 102.0
64.0 :
7.
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VXe42773.D

Acqg On : 31 Jul 2024 15:14
Operator : JC/MD

Sample : P3335-03

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO72624WMA.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 1.240 4.0 ug/L 22220 1 6.763 281290 50.0
Azulene 13.780 6.2 ug/L 37417 3 12.024 303376 50.0
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