LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042774.D

Acqg On : 31 Jul 2024 15:37
Operator : JC/MD

Sample : P3373-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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: VX@42774.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 33 rBV 15667 20390 4.78% 0.613%
2 1.368 43 46 60 rvB 37296 46371 10.86% 1.394%
3  1.648 89 92 101 rVB 28121 35009 8.20% 1.053%
4 2.294 192 198 211 rBV 84497 135143 31.65% 4.064%
5 2.495 229 231 234 rBV 257 329 0.08% 0.010%
6 2.788 274 279 286 rBV3 1591 3410 0.80% 0.103%
7 2.947 297 305 313 rBV2 4942 11881 2.78% 0.357%
8 3.142 334 337 341 rBB2 176 306 0.07% ©0.009%
9 3.227 347 351 353 rBB 175 186 0.04% 0.006%
106 3.471 389 391 394 rBB 138 160 0.04% 0.005%
11  3.526 397 400 403 rBB 112 146 0.03% 0.004%
12 4.330 528 532 533 rBv2 167 191 0.04% 0.006%
13 4.391 539 542 544 rBB2 205 169 0.04% 0.005%
14 4.410 544 545 547 rBV2 297 194 0.05% 0.006%
15 4.471 547 555 569 rBV 28702 83092 19.46% 2.499%
16 4.708 592 594 597 rBV 249 199 0.05% 0.006%
17 4.782 602 606 609 rvv2 214 190 0.04% 0.006%
18 4.897 623 625 628 rBV 201 278 0.07% ©0.008%
19 5.056 639 651 668 rBv 56591 177169 41.49% 5.328%
20 5.397 703 707 709 rBB3 405 522 0.12% 0.016%
21 5.483 717 721 722 rBB3 207 204 0.05% 0.006%
22 5.531 726 729 730 rBV 230 187 0.04% 0.006%
23 5.586 736 738 740 rVB 295 202 0.05% ©0.006%
24 5.666 749 751 754 rBB 258 213 0.05% 0.006%
25 5.855 779 782 784 rBB 192 180 ©0.04% 0.005%
26 5.964 789 800 815 rBV3 148056 427011 100.00% 12.841%
27 6.196 835 838 841 rVB 226 269 0.06% ©0.008%
28 6.385 867 869 872 rBB 215 198 ©0.05% 0.006%
29 6.556 894 897 900 rBB 141 198 0.05% 0.006%
30 6.610 904 906 912 rBB2 188 343 0.08% 0.010%
31 6.665 912 915 918 rBB 179 265 0.06% ©0.008%
32 6.763 922 931 945 rBV 115750 272757 63.88% 8.202%
33 7.001 965 970 973 rBV 251 360 0.08% 0.011%
34 7.074 980 982 983 rBB 239 169 ©0.04% 0.005%
35 7.117 983 989 993 rBvV3 969 2064 0.48% 0.062%

36 7.305 1012 1020 1039 rBV2 86618 196885 46.11% 5.921%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042774.D

Acqg On : 31 Jul 2024 15:37
Operator : JC/MD

Sample : P3373-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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
37 7.470 1045 1047 1053 rvVB2 268 431 0.10% 0.013%
38 7.702 1081 1085 1087 rBB2 203 252 0.06% ©0.008%
39 7.805 1099 1102 1103 rBB2 172 158 0.04% 0.005%
40 7.836 1106 1107 1110 rBvV2 184 161 0.04% 0.005%
41  7.940 1121 1124 1126 rBV 131 147 0.03% 0.004%
42 7.976 1128 1130 1133 rVB 190 181 0.04% 0.005%
43 8.098 1147 1150 1152 rBV 116 181 0.04% 0.005%
44  8.122 1152 1154 1158 rVB 282 251 0.06% ©0.008%
45  8.232 1171 1172 1177 rBB 199 255 0.06% ©0.008%
46 8.324 1182 1187 1200 rBV 52000 91578 21.45% 2.754%
47  8.452 1206 1208 1209 rBV 311 237 0.06% 0.007%
48 8.586 1228 1230 1233 rVB 287 214 0.05% 0.006%
49 8.647 1233 1240 1260 rBV 218390 358794 84.02% 10.789%
50 8.897 1280 1281 1285 rVB2 230 207 0.05% ©0.006%
51 8.952 1285 1290 1306 rBV 38268 60075 14.07% 1.807%
52 9.141 1318 1321 1323 rBB 141 149 0.03% 0.004%
53 9.232 1335 1336 1338 rBV 257 234 0.05% 0.007%
54 9.384 1357 1361 1371 rBV 127884 194794 45.62%  5.858%
55 9.616 1397 1399 1403 rVB2 270 241 0.06% ©0.007%
56 9.701 1410 1413 1419 rBB2 1061 1720 0.40% 0.052%
57 9.750 1419 1421 1425 rBV 147 188 0.04% 0.006%
58 9.799 1427 1429 1431 rVB 152 154 0.04% 0.005%
59 10.012 1461 1464 1465 rBV 177 161 0.04% 0.005%
60 10.055 1465 1471 1483 rBV 227777 319789 74.89% 9.616%
61 10.238 1499 1501 1503 rBB 167 147 0.03% 0.004%
62 10.299 1507 1511 1512 rBV 432 507 0.12% 0.015%
63 10.616 1560 1563 1566 rBV 184 256 0.06% ©.008%
64 10.646 1566 1568 1573 rVB 367 413 0.10% 0.012%
65 10.799 1591 1593 1595 rBV 274 226 0.05% 0.007%
66 10.872 1603 1605 1608 rBB 226 234 0.05% 0.007%
67 11.140 1647 1649 1652 rBV 175 190 0.04% 0.006%
68 11.195 1652 1658 1669 rVB 168361 228267 53.46% 6.864%
69 11.268 1669 1670 1672 rBV 372 216 0.05% 0.006%
70 11.506 1706 1709 1710 rBV 216 175 0.04% 0.005%
71 11.628 1727 1729 1732 rVB 294 289 0.07% ©0.009%
72 11.707 1739 1742 1744 rBB 260 210 0.05% 0.006%
73 11.756 1747 1750 1751 rBB 271 204 0.05% 0.006%
74 11.774 1751 1753 1756 rBB 193 200 0.05% 0.006%
75 11.805 1756 1758 1760 rBV 171 190 0.04% 0.006%
76 11.969 1784 1785 1787 rBV 267 193 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042774.D

Acqg On : 31 Jul 2024 15:37
Operator : JC/MD

Sample : P3373-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 12.024 1789 1794 1802 rBV 218636 286349 67.06% 8.611%
78 12.244 1827 1830 1834 rBV3 841 1195 ©0.28% 0.036%
79 12.317 1837 1842 1853 rBV 238609 318894 74.68% 9.589%
80 12.481 1867 1869 1870 rBV 248 189 0.04% 0.006%
81 12.573 1881 1884 1886 rVB2 276 313 0.07% 0.009%
82 12.603 1886 1889 1893 rBV 140 223 0.05% 0.007%
83 12.768 1911 1916 1918 rBV2 730 994 0.23% 0.030%
84 12.975 1948 1950 1951 rVv2 448 214 0.05% ©0.006%
85 13.054 1961 1963 1965 rBV2 315 242 0.06% ©0.007%
86 13.134 1974 1976 1978 rBV 236 199 0.05% 0.006%
87 13.195 1985 1986 1990 rBV 317 319 0.07% 0.010%
88 13.353 2010 2012 2013 rBV 195 162 0.04% 0.005%
89 13.506 2035 2037 2038 rBV 297 240 0.06% 0.007%
99 13.713 2070 2071 2073 rBV 219 208 0.05% 0.006%
91 13.780 2077 2082 2094 rVV 17990 26692 6.25% 0.803%
92 13.945 2106 2109 2113 rBV2 275 456 0.11% 0.014%
93 13.975 2113 2114 2117 rBV2 208 189 0.04% 0.006%
94 14.134 2135 2140 2148 rVB 3070 4921 1.15% 0.148%
95 14.195 2148 2150 2152 rBV 261 219 0.05% 0.007%
96 14.243 2155 2158 2159 rBV 234 257 0.06% 0.008%
97 14.390 2178 2182 2186 rBV3 297 412 0.10% 0.012%
98 14.566 2210 2211 2212 rBV 277 164 0.04% 0.005%
99 14.786 2242 2247 2253 rBV2 1644 2712 0.64% 0.082%
100 16.444 2518 2519 2522 rBV2 399 402 0.09% 0.012%
Sum of corrected areas: 3325474
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042774.D

Acqg On : 31 Jul 2024 15:37
Operator : JC/MD

Sample : P3373-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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: VX042774.D\data.ms
200000
150000 5.964
100000
2.294
5.056
50000
1.368
1.648 4.471
1.240
0 2.495 2-788'9473.284227 33526 4. 4.4088897, 5. BHB.EBE665.8 6.196
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ ‘T‘r"
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: VX042774.D\data.ms
8.647 10.055
200000
11.195
150000
9.384
6.763
100000 7.305
8.324
50000 8.952
038556 7.0@ra7 | \7.470 7.7mmgm3 8.485 8.8907 9.191232) | 9.61A9$090.0120.0209 110638092 11.14026811.5C
l ‘ T T T ‘ﬁ*\‘\"_r - L — T T T ‘ T ’\—F“ T T T ‘ T T 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: VX042774.D\data.ms
12.024 12.817
200000
150000
100000
50000
13.780
|1APRGBaG . 969 12.2 12%.76&%@5.3&.5063.7%}@ A4883901.566.4.786 16.444
077\7 L I T \‘fﬁ\r‘rﬁ‘hf“ﬁ I [ ‘ T T T T ‘ T T ‘ T 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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Data Path :

Data File
Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\

1 VX042774.D

: 31 Jul 2024 15:37
JC/MD

: P3373-05

: 5.0mL/MSVOA_X/WATER

Sample Multiplier: 1

: 19

TIC Library

: C:\Database\NIST20.L

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

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 3.74 ug/L 20390 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 64
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 4
Abundance  Scan 25 (1.240 min): VX042774.D\data.ms (-22) (-) m/z 64.00 100.00%
64.0
5000 ﬁ\\NM«
B Bt a
1.20 140 1.60
O e M/Z 47.95  47.78%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI LA IR L B B B
1.20 140 1.60
m/z 66.00 5.32%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
e
1.20 1.40 1.60
5000 m/z 49.90 2.95%
17.0
ool B0 o
m/iz--> 20 40 60 80 100 120 140 160 Nm
Abundance #44547: L-Alanine, 3-sulfo- A Ean e
64.0 1.20 140 1.60
m/z 40.00 0.83%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0 M A A
R L e R R T LTS
m/z--> 20 40 60 80 100 120 140 160 1.20 140 1.60
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX073124\
Data File : VX042774.D

Acqg On : 31 Jul 2024 15:37
Operator : JC/MD

Sample : P3373-05

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19 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 4.66 ug/L 26692 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Azulene 128 C10H8 000275-51-4 91
2 1H-Indene, 1-methylene- 128 C10H8 002471-84-3 91
3 Naphthalene 128 C10H8 000091-20-3 91
4 Naphthalene 128 C10H8 000091-20-3 91
5 Azulene 128 C10H8 000275-51-4 91
Abundance Scan 2082 (13.780 min): VX042774.D\data.ms (-2077) (- | m/z 128.00 100.00%
128.0
5000
102.1 1350 1400
51.0 63.9 77.2 | : I 13.50 14.00
OFrrrrrr e e e m/z 127.00  11.67%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13678: Azulene
128.0
5000 N
13.50 14.00
m/z 102.10 10.85%
102.
o 910 64.0 77.0 020 ll
0 \‘\H\‘HH“‘HHi\\\\‘\w\\‘\“M‘\\H‘\H\“\\H‘HH‘H‘\ ‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13688: 1H-Indene, 1-methylene-
128.0
S . TW R
13.50 14.00
5000 m/z 129.00 9.31%
51.0
‘ 64.0 770 102.0 ‘
0“H‘W‘HJ“‘Hlm‘wﬁk‘_UW‘uuq‘u‘ﬁ‘u‘u‘w‘ﬂ‘_‘H
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13683: Naphthalene T ——
128.0 13.50 14.00
m/z 126.10 7.55%
5000
o 510 640 779 102.0
0“HH‘HH}H‘qu‘WN‘WmWH‘HW‘HWuHW‘HW‘J‘_H‘ —r —r
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 : VX042774.D

Acqg On : 31 Jul 2024 15:37
Operator : JC/MD

Sample : P3373-05

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 19 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 3.7 ug/L 20390 1 6.763 272757 50.0
Azulene 13.780 4.7 ug/L 26692 3 12.024 286349 50.0
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