LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53203.D

Acqg On : 15 Mar 2023 16:16
Operator : JC/MD

Sample : 01929-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis

Signal : TIC: VU@53203.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 36 44 66 rBV 40625 108779 16.46% 2.129%
2 1.601 75 81 94 rVB 95262 109304 16.53% 2.140%
3 1.916 172 179 192 rVB 74738 98973 14.97% 1.937%
4 2.568 370 382 395 rBV 145557 237327 35.90% 4.646%
5 2.794 443 452 454 rBV3 809 1221 0.18% 0.024%
6 3.234 586 589 593 rBV2 258 203 0.03% 0.004%
7 3.327 616 618 621 rBV 171 103 0.02% 0.002%
8 3.642 712 716 719 rBV2 210 141 0.02% ©0.003%
9 3.855 781 782 783 rBV2 201 57 0.01% 0.001%
106 4.035 835 838 840 rBV2 182 128 0.02% 0.003%
11 4.096 855 857 858 rBV2 123 32 0.00% 0.001%
12 4.208 889 892 894 rBV 239 166 0.03% 0.003%
13  4.433 959 962 967 rBV 256 183 0.03% 0.004%
14 4.498 980 982 986 rVB 229 144 0.02% ©0.003%
15 4.523 986 990 994 rBV2 190 169 ©0.03% 0.003%
16 4.572 1001 1005 1009 rBV2 205 146 0.02% ©0.003%
17 4.623 1009 1021 1044 rBV 40565 105830 16.01% 2.072%
18 4.903 1106 1108 1110 rBV 189 118 0.02% 0.002%
19 4.996 1135 1137 1140 rBV 175 112 0.02% 0.002%
20 5.057 1140 1156 1176 rBV 122924 266304 40.29% 5.213%
21 5.218 1199 1206 1207 rBV2 184 237 0.04% 0.005%
22 5.250 1213 1216 1219 rVB2 205 122 0.02% 0.002%
23 5.266 1219 1221 1223 rBV 160 93 0.01% 0.002%
24 5.324 1237 1239 1241 rBV 152 67 0.01% 0.001%
25 5.398 1259 1262 1264 rBV 135 98 0.01% 0.002%
26 5.430 1269 1272 1274 rVB 316 224 0.03% 0.004%
27 5.453 1275 1279 1285 rBV 266 400 0.06% 0.008%
28 5.507 1293 1296 1299 rBV2 287 237 0.04% 0.005%
29 5.588 1319 1321 1325 rVB 190 75 0.01% 0.001%
30 5.604 1325 1326 1330 rBV 119 40 0.01% 0.001%
31 5.719 1341 1362 1385 rBV3 242173 661050 100.00% 12.940%
32 6.035 1458 1460 1461 rBV 136 51 0.01% 0.001%
33 6.047 1462 1464 1467 rW 176 70 0.01% 0.001%
34 6.067 1467 1470 1476 rVB2 333 365 0.06% 0.007%
35 6.096 1476 1479 1484 rBvV2 349 373 0.06% 0.007%
36 6.189 1504 1508 1512 rBV 244 309 0.05% 0.006%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53203.D

Acqg On : 15 Mar 2023 16:16
Operator : JC/MD

Sample : 01929-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 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_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis
37 6.244 1512 1525 1546 rVV 202546 380946 57.63% 7.457%
38 6.453 1587 1590 1592 rBV2 180 108 ©0.02% 0.002%
39 6.530 1610 1614 1618 rBV3 420 360 0.05% 0.007%
40 6.604 1635 1637 1640 rVB 120 28 0.00% 0.001%
41 6.684 1649 1662 1685 rBV 151845 298980 45.23% 5.852%
42 6.764 1685 1687 1692 rVB2 457 289 0.04% 0.006%
43 6.919 1732 1735 1737 rBV2 203 140 0.02% 0.003%
44  6.954 1744 1746 1749 rBV2 176 117 0.02% 0.002%
45 6.989 1754 1757 1760 rBV 169 135 0.02% 0.003%
46 7.131 1797 1801 1805 rBV 360 417 0.06% 0.008%
47 7.186 1813 1818 1827 rVB 1023 1249 0.19% 0.024%
48 7.221 1827 1829 1832 rVB 277 149 0.02% 0.003%
49 7.250 1835 1838 1839 rBV2 131 75 0.01% 0.001%
50 7.327 1860 1862 1863 rBV2 134 36 0.01% 0.001%
51 7.562 1922 1935 1954 rBV 90318 158279 23.94%  3.098%
52 7.690 1971 1975 1976 rBV 493 386 0.06% 0.008%
53 7.761 1994 1997 2000 rVB 251 124 0.02% 0.002%
54 7.777 2000 2002 2004 rBV 152 78 0.01% 0.002%
55 7.797 2004 2008 2015 rvB3 307 267 0.04% 0.005%
56 7.893 2025 2038 2060 rBV 312257 538897 81.52% 10.549%
57 8.096 2099 2101 2104 rBV 141 77 0.01% 0.002%
58 8.121 2106 2109 2111 rBvV2 144 121  0.02% 0.002%
59 8.176 2115 2126 2141 rBV 61002 103280 15.62% 2.022%
60 8.369 2183 2186 2188 rBV2 188 122 0.02% 0.002%
61 8.398 2193 2195 2199 rW 192 177 0.03% 0.003%
62 8.427 2202 2204 2207 rBV 187 94 0.01% 0.002%
63 8.533 2234 2237 2239 rVB 216 95 0.01% 0.002%
64  8.629 2255 2267 2300 rBV3 133009 258938 39.17% 5.069%
65 8.787 2312 2316 2317 rBV2 181 131 0.02% 0.003%
66 8.919 2354 2357 2358 rBV 213 126  0.02% 0.002%
67 9.047 2395 2397 2400 rBV 163 82 0.01% 0.002%
68  9.153 2427 2430 2433 rVB2 213 145 0.02% 0.003%
69 9.169 2433 2435 2440 rBV2 160 101 0.02% 0.002%
70 9.350 2488 2491 2495 rBvV 140 139 0.02% 0.003%
71 9.414 2498 2511 2542 rVVW 284736 477541 72.24%  9.348%
72 9.883 2654 2657 2659 rBV 226 185 0.03% 0.004%
73 9.935 2670 2673 2676 rVB 200 136 0.02% ©0.003%
74 10.102 2721 2725 2729 rBV2 324 337 0.05% 0.007%
75 10.185 2749 2751 2754 rBV2 185 132  0.02% 0.003%
76 10.436 2827 2829 2832 rBV2 220 135 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53203.D
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@31523WMA.M
Title : VOC Analysis

77 10.552 2862 2865 2869 rBV2 219 194 0.03% 0.004%
78 10.684 2902 2906 2908 rBV2 220 152 0.02% 0.003%
79 10.751 2914 2927 2945 rBV 194852 313192 47.38% 6.131%
80 10.857 2957 2960 2962 rBV 224 145 0.02% 0.003%
81 11.144 3046 3049 3050 rBV 144 104 0.02% 0.002%
82 11.285 3090 3093 3099 rBV 207 260 0.04% 0.005%
83 11.388 3123 3125 3129 rVB 335 161 0.02% 0.003%
84 11.407 3129 3131 3133 rBV 225 141 0.02% ©0.003%
85 11.623 3196 3198 3201 rBV 189 123  0.02% 0.002%
86 11.806 3244 3255 3274 rBV 317737 507024 76.70% 9.925%
87 12.189 3362 3374 3395 rBV 287777 468177 70.82% 9.164%
88 12.687 3526 3529 3532 rBV2 274 193 0.03% 0.004%
89 12.745 3544 3547 3549 rBV2 223 148 0.02% 0.003%
90 13.189 3682 3685 3690 rBV2 256 276 0.04% 0.005%
91 13.803 3873 3876 3879 rBvV2 364 281 0.04% 0.006%
92 13.848 3886 3890 3891 rBV2 481 273 0.04% 0.005%
93 14.092 3961 3966 3967 rBV 594 458 0.07% 0.009%
94 14.369 4049 4052 4053 rBV 230 119 0.02% 0.002%
95 14.526 4098 4101 4106 rBvV2 367 330 0.05% 0.006%
96 14.603 4121 4125 4127 rBV 419 370 0.06% 0.007%
97 14.664 4142 4144 4147 rBV 401 190 0.03% 0.004%

Sum of corrected areas: 5108716
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Data Path :
: VU@53203.D
: 15 Mar 2023 16:16

Data File
Acqg On
Operator
Sample
Misc

ALS vial

: 01929-07
: 5.0mL/MSVOA_U/WATER
: 17  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\

JC/MD

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance

Time-->

300000

250000
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150000

100000

50000

o

TIC: VU053203.D\data.ms

5.719
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2.568 6.68<

5.057
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1.916
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2.794 3.28327 3.6423.85% 0@(2084 4.909
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Time-->
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TIC: VU053203.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53203.D

Acqg On : 15 Mar 2023 16:16
Operator : JC/MD

Sample : 01929-07

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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.
1.482 14.28 ug/L 108779 1,4-Difluorobenzene 6.247

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 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4

Abundance  Scan 44 (1.482 min): VU053203.D\data.ms (-36) (-) m/z 64.10 100.00%

64.1
5000 L
T
140 160 1.80
o e m/z 48.10  47.54%
m/z--> 20 40 60 80 100 120 140 160
Abundance #415: Sulfur dioxide
64.0
5000 L L
140 160 1.80
m/z 66.10 4.74%
32.0
O\\\l‘\\!\‘\\‘\\‘ ‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #6974: Aminomethanesulfonic acid
64.0
T
140 160 1.80
5000 m/z 50.00 2.16%
17.0
ool B0 o
m/iz--> 20 40 60 80 100 120 140 160 mﬂﬂ M h ﬂ
Abundance #44547: L-Alanine, 3-sulfo- e “‘m“ak Py
64.0 140 160 1.80
m/z 65.10 0.65%
5000
44,
16.0
ol L ‘ ‘ 93.0 1150 143.0 169.0
R L e R e Eaman e
m/z--> 20 40 60 80 100 120 140 160 140 160 1.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@31523\
Data File : VU@53203.D

Acqg On : 15 Mar 2023 16:16
Operator : JC/MD

Sample : 01929-07

Misc : 5.0mL/MSVOA_U/WATER

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@31523WMA.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 1.482 14.3 wug/L 108779 1 6.247 380946 50.0
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