LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072724\
Data File : VX042579.D

Acqg On : 25 Jul 2024 20:04
Operator : JC/MD

Sample : P3334-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO70324WMA .M
Title : VOC Analysis

Signal : TIC: VX@42579.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.142 7 9 20 rvB 5985 8178 1.89% 0.234%
2 1.240 22 25 39 rW 26268 37347 8.62% 1.069%
3  1.368 43 46 57 rVW2 33378 44871 10.35% 1.284%
4  1.447 57 59 65 rVB4 1093 1650 ©0.38% 0.047%
5 1.581 70 81 82 rBV3 2714 7040 1.62% 0.201%
6 1.648 88 92 101 rVB 29177 38032 8.78% 1.088%
7 1.721 101 104 112 rVB2 3261 4717 1.09% 0.135%
8 1.935 135 139 146 rVB3 1417 2263 0©.52% 0.065%
9 2.087 161 164 168 rBV2 1268 1699 0.39% 0.049%
10 2.300 192 199 210 rBvV2 90972 165852 38.27% 4.746%
11  2.386 210 213 225 rVB2 1888 4326 1.00% 0.124%
12 2.502 230 232 235 rVvV3 173 191 0.04% 0.005%
13 2.569 238 243 251 rVB2 1018 2244 0.52% 0.064%
14 2.709 263 266 270 rBV 135 238 0.05% 0.007%
15 2.788 274 279 288 rVW7 1295 3060 0.71% ©0.088%
16 2.855 288 290 294 rVB3 179 196 0.05% ©0.006%
17 2.947 299 305 314 rVB 1931 4074 0.94% 0.117%
18 3.087 323 328 334 rBv4 447 870 0.20% 0.025%
19 3.209 346 348 350 rBV2 116 142 0.03% 0.004%
20 3.331 365 368 370 rBV3 316 421 0.10% 0.012%
21 3.428 382 384 387 rW 252 331 0.08% 0.009%
22 3.648 416 420 422 rBV 125 150 0.03% 0.004%
23 3.697 427 428 431 rVB 191 179 0.04% 0.005%
24 3.782 436 442 443 rVB 159 253 0.06% ©0.007%
25 3.800 443 445 448 rBV 152 163 ©0.04% 0.005%
26 3.837 448 451 452 rVB 204 163 0.04% 0.005%
27 3.959 468 471 473 rBV2 190 296 0.07% ©0.008%
28 4.288 522 525 526 rBv2 305 356 ©0.08% 0.010%
29 4.477 547 556 573 rBv2 78076 253764 58.56% 7.261%
30 4.861 617 619 623 rVB 172 173 0.04% 0.005%
31 5.856 639 651 671 rw 57433 177831 41.04% 5.089%
32 5.404 705 708 710 rBV3 158 154 0.04% 0.004%
33 5.458 713 717 719 rBvV2 190 294 0.07% 0.008%
34 5.617 739 743 744 rBV 172 232 0.05% 0.007%
35 5.964 790 800 823 rBV2 146025 433337 100.00% 12.400%
36 6.257 847 848 850 rVB 208 142 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072724\
Data File : VX042579.D

Acqg On : 25 Jul 2024 20:04
Operator : JC/MD

Sample : P3334-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
37 6.288 850 853 854 rBv2 209 192 0.04% 0.005%
38 6.580 899 901 903 rBV 169 178 0.04% 0.005%
39 6.605 903 905 909 rVB 102 138 0.03% 0.004%
40 6.763 922 931 943 rBvV 112239 271479 62.65% 7.768%
41 7.123 982 990 1012 rBV 133948 296437 68.41%  8.482%
42 7.306 1013 1020 1038 rVB 90162 198178 45.73% 5.671%
43 7.921 1119 1121 1123 rBV2 140 146 0.03% 0.004%
44  7.952 1123 1126 1127 rVV2 438 508 0.12% 0.015%
45  7.964 1127 1128 1135 rVV3 561 729 0.17% 0.021%
46  8.330 1182 1188 1202 rBV 39166 69138 15.95% 1.978%
47  8.434 1204 1205 1208 rVB 310 181 ©0.04% 0.005%
48  8.647 1234 1240 1249 rBV 183692 290929 67.14%  8.325%
49 8.720 1249 1252 1263 rVB2 4028 8079 1.86% 0.231%
50 8.836 1270 1271 1277 rVB3 258 314 0.07% 0.009%
51 8.952 1285 1290 1307 rVvV 27710 44046 10.16% 1.260%
52 9.281 1339 1344 1347 rVB3 936 1409 0.33% 0.040%
53 9.348 1351 1355 1356 rBvV2 132 175 0.04% 0.005%
54 9.385 1356 1361 1380 rBV 146107 227601 52.52% 6.513%
55 9.610 1397 1398 1400 rvv2 189 167 ©0.04% 0.005%
56 9.921 1445 1449 1450 rBv2 131 179 0.04% 0.005%
57 10.055 1465 1471 1483 rVV 192800 273254 63.06% 7.819%
58 10.159 1486 1488 1493 rvv3 1237 2016 ©0.47% 0.058%
59 10.208 1493 1496 1500 rVv2 981 1418 0.33% 0.041%
60 10.244 1500 1502 1507 rVVv2 228 341 0.08% 0.010%
61 10.305 1507 1512 1520 rVB2 1674 3000 0.69% 0.086%
62 10.366 1520 1522 1525 rVB2 166 200 0.05% 0.006%
63 10.397 1525 1527 1530 rBV2 161 234 0.05% 0.007%
64 10.647 1564 1568 1575 rBV4 717 1198 0.28% 0.034%
65 10.976 1620 1622 1623 rVB2 232 139 0.03% 0.004%
66 11.079 1637 1639 1641 rBV 181 207 0.05% 0.006%
67 11.189 1652 1657 1673 rVB 185033 243461 56.18% 6.967%
68 11.299 1673 1675 1677 rBV 156 186 ©0.04% 0.005%
69 11.378 1685 1688 1689 rBV2 200 203 0.05% 0.006%
70 11.457 1698 1701 1706 rBV2 346 506 0.12% 0.014%
71 11.622 1724 1728 1730 rBV2 143 193 0.04% 0.006%
72 11.756 1745 1750 1755 rBV 668 1039 0.24% 0.030%
73 11.915 1772 1776 1780 rBV2 171 319 0.07% 0.009%
74 11.976 1784 1786 1789 rBV2 141 148 0.03% 0.004%
75 12.024 1789 1794 1803 rBV 128508 163154 37.65% 4.669%
76 12.219 1822 1826 1837 rBV2 2512 3292 0.76% 0.094%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072724\
Data File : VX042579.D

Acqg On : 25 Jul 2024 20:04
Operator : JC/MD

Sample : P3334-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 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\SFAMXLMO70324WMA .M
Title : VOC Analysis
77 12.317 1837 1842 1855 rBV 143871 189816 43.80% 5.432%
78 12.707 1903 1906 1910 rBV 139 259 0.06% 0.007%
79 12.744 1910 1912 1915 rVB 156 147 0.03% 0.004%
80 12.981 1949 1951 1955 rBV 125 159 0.04% 0.005%
81 13.341 2007 2010 2014 rBV2 144 283 0.07% 0.008%
82 13.780 2079 2082 2084 rBV2 310 409 0.09% 0.012%
83 13.939 2107 2108 2112 rVB 163 180 0.04% 0.005%
84 14.036 2121 2124 2126 rBV2 153 143 0.03% 0.004%
85 14.115 2135 2137 2140 rBV2 149 186 ©0.04% 0.005%
86 14.152 2142 2143 2147 rBV 120 188 0.04% 0.005%
87 14.182 2147 2148 2154 rVV2 143 277 0.06% ©0.008%
88 14.457 2192 2193 2198 rBV2 134 179 0.04% 0.005%
89 14.499 2198 2200 2204 rBV 201 191 0.04% 0.005%
990 14.780 2244 2246 2248 rBV 238 202 0.05% 0.006%
91 15.213 2315 2317 2319 rVB 284 254 0.06% ©0.007%
92 15.237 2319 2321 2322 rBV2 183 181 0.04% 0.005%
93 15.383 2344 2345 2348 rBV2 313 330 0.08% 0.009%
94 15.664 2389 2391 2393 rBV2 216 162 0.04% 0.005%
95 15.792 2410 2412 2417 rVB 258 303 0.07% 0.009%
96 15.835 2417 2419 2420 rBV2 236 143 0.03% 0.004%
97 15.938 2434 2436 2439 rVV2 230 169 ©0.04% 0.005%
98 16.420 2514 2515 2518 rVB2 308 160 0.04% 0.005%
99 16.560 2536 2538 2540 rBV2 205 192 0.04% 0.005%
100 16.609 2544 2546 2550 rVB3 306 240 0.06% 0.007%
Sum of corrected areas: 3494693
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: P3334-17
: 5.0mL/MSVOA_X/WATER
: 16 Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe72724\

: VXe42579.D
: 25 Jul 2024 20:04

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VX042579.D\data.ms
150000 5.964
100000 2300
4.477
5.056
50000
1240728 1.648
14
Q\Mnll 933.087 |2.386B(B6D 20B8%847.0872 033128 3EARFRBO59  4.288 8.
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘fr/\‘j_r\j/\\\\rr\/_f‘ﬁ\ \ \Tr\‘\Tr\‘\\\\‘\\\\‘\\\\‘\\\\‘\\‘Y_r‘\\\\‘\\\\‘ﬁ-rr\\\\‘\\\\‘\\ T
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: VX042579.D\data.ms
8.647 10.055 11.189
150000 9.385
7.123
6.763
100000 7306
50000 8330
8.952
79 434 sKﬁhsJ\ 9.gai|4 9610 9. ngJ 10.647 10.917L1129@7&7
O T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T ‘ T T T T "7 T T T ﬁ“’_
Time--> 650 750 8.00 8.50 9.00 9.50 10,00 10.50 11.00
Abundance TIC: VX042579.D\data.ms
150000 12.317
12.024
100000
50000
0-62273A0E 612 21 122707412. 981 13. 341 13.780 2 1;144599 14.780 IB289.383 15. ezwm38 16.406/5609
T T T T ‘ ‘ T T ‘ T T T
Time--> 12.00 12. 50 13 oo 13 50 14 50 15.00 15.50 16 oo 16.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072724\
Data File : VX042579.D

Acqg On : 25 Jul 2024 20:04
Operator : JC/MD

Sample : P3334-17

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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.
1.240 6.88 ug/L 37347 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 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethyl Chloride 64 C2H5C1 000075-00-3 3

Abundance  Scan 25 (1.240 min): VX042579.D\data.ms (-22) (-) m/z 64.00 100.00%

64.0
5000 h
e
1.20 140 1.60
O e e e m/z 48.00 45.86%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 LI L L I L BB B B B
1.20 140 1.60
m/z 66.00 4.01%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
\‘\\\\‘\\\\‘\A\\
1.20 140 1.60
5000 ITI/Z 50.00 1.90%
17.0
ool B0 o
m/z--> 20 40 60 80 100 120 140 160 ﬂ /\ I\
Abundance #44547: L-Alanine, 3-sulfo- S
64.0 1.20 140 1.60
m/z 64.90 0.95%
5000
44,
16.0
ol ‘ ‘ 93.0 1150 143.0 169.0
R B A B R e T
m/z--> 20 40 60 80 100 120 140 160 1.20 1.40 1.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072724\
Data File : VX@42579.D

Acqg On : 25 Jul 2024 20:04
Operator : JC/MD

Sample : P3334-17

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\SFAMXLMO70324WMA.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 6.9 ug/L 37347 1 6.763 271479 50.0
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