LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042405.D

Acqg On : 19 Jul 2024 16:29

Operator : JC/MD

Sample ¢ VX0720MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 3  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@42405.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 39 rBV 71249 104326 11.83% 1.494%
2 1.368 43 46 59 rW 88753 100187 11.36% 1.435%
3 1.660 990 94 110 rVB 60999 93358 10.58% 1.337%
4 2.306 193 200 210 rBV 180366 283892 32.18% 4.067%
5 2.508 229 233 240 rBV 1147 2083 0.24% 0.030%
6 2.794 274 280 287 rBV3 1629 3338 0.38% 0.048%
7 3.062 322 324 325 rBV 192 144 0.02% 0.002%
8 3.087 325 328 329 rBV2 530 591 ©0.07% 0.008%
9 3.203 346 347 354 rVB2 155 252 0.03% 0.004%
106 3.288 359 361 363 rBV2 197 204 0.02% ©0.003%
11  3.465 387 390 393 rBV2 128 164 0.02% 0.002%
12 3.575 405 408 411 rVB2 186 216 0.02% 0.003%
13 3.611 411 414 419 rBV 277 310 0.04% 0.004%
14 3.739 433 435 438 rVB 143 165 ©0.02% 0.002%
15 3.831 449 450 455 rVB2 173 218 ©0.02% 0.003%
16 3.977 472 474 476 rBV 186 142 0.02% 0.002%
17 4.099 491 494 496 rBV2 106 131 0.01% 0.002%
18 4.459 542 553 574 rBV 65977 195303 22.14% 2.798%
19 4,800 606 609 611 rBV2 178 238 0.03% 0.003%
20 4.873 619 621 625 rVB2 159 130 0.01% 0.002%
21  4.904 625 626 629 rVB 220 146 0.02% 0.002%
22 4.934 629 631 632 rVB 212 130 0.01% 0.002%
23 4.958 632 635 639 rBv2 270 444 0.05% 0.006%
24 5.056 639 651 666 rBV 109871 339817 38.52% 4.868%
25 5.361 699 701 702 rBV 207 177 0.02% 0.003%
26 5.544 729 731 732 rW 265 155 0.02% 0.002%
27 5.672 750 752 754 rBV3 171 163 0.02% 0.002%
28 5.964 788 800 828 rBv2 298168 882187 100.00% 12.637%
29 6.281 850 852 854 rvwv2 219 191 0.02% 0.003%
30 6.312 855 857 860 rvB2 246 171 0.02% 0.002%
31 6.434 875 877 879 rVB 192 151 ©0.02% 0.002%
32 6.452 879 880 882 rBV 170 125 0.01% 0.002%
33 6.483 882 885 887 rBv2 165 159 0.02% 0.002%
34 6.531 892 893 894 rBV 243 130 0.01% 0.002%
35 6.629 904 909 910 rvB2 83 117 0.01% 0.002%
36 6.678 913 917 921 rBv2 94 149 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042405.D

Acqg On : 19 Jul 2024 16:29

Operator : JC/MD

Sample ¢ VX0720MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 3  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 6.757 921 930 950 rBV 259598 624111 70.75%  8.940%
38 7.117 984 989 996 rvB5 1983 4496 0.51% 0.064%
39 7.226 1003 1007 1010 rVB 211 319 0.04% 0.005%
40 7.306 1010 1020 1036 rBV 174959 388037 43.99% 5.559%
41  7.556 1059 1061 1063 rVB 149 128 0.01% 0.002%
42 7.586 1063 1066 1069 rBV 222 286 0.03% 0.004%
43 7.702 1079 1085 1086 rBvV2 114 159 0.02% 0.002%
44  7.836 1101 1107 1109 rBvV2 242 503 0.06% 0.007%
45  7.952 1122 1126 1130 rBV3 768 1452 0.16% 0.021%
46 8.013 1135 1136 1139 rVB2 213 159 0.02% 0.002%
47  8.043 1139 1141 1146 rVB 154 155 0.02% 0.002%
48 8.159 1157 1160 1162 rBvV2 187 224 0.03% 0.003%
49 8.251 1174 1175 1178 rBV2 200 199 0.02% 0.003%
50 8.324 1181 1187 1203 rBV 103944 179038 20.29% 2.565%
51 8.507 1213 1217 1224 rBV4 578 1283 0.15% ©0.018%
52 8.647 1234 1240 1251 rBV 464443 725971 82.29% 10.400%
53 8.952 1285 1290 1305 rBV 74128 113103 12.82% 1.620%
54 9.281 1339 1344 1348 rVB3 902 1396 0.16% 0.020%
55 9.384 1356 1361 1383 rBV 283866 422705 47.92%  6.055%
56 9.610 1396 1398 1402 rVB3 399 529 0.06% 0.008%
57 9.738 1417 1419 1420 rBV2 215 119 0.01% 0.002%
58 9.903 1443 1446 1449 rBvV2 214 289 0.03% 0.004%
59 10.055 1465 1471 1487 rBV 505050 725763 82.27% 10.397%
60 10.195 1492 1494 1500 rVB3 1117 1575 0.18% 0.023%
61 10.311 1509 1513 1518 rVB2 1017 1602 0.18% 0.023%
62 10.457 1536 1537 1541 rBV2 102 115 0.01% 0.002%
63 10.537 1549 1550 1554 rBV 96 121 0.01% 0.002%
64 10.646 1565 1568 1570 rVV 864 1095 0.12% 0.016%
65 10.695 1574 1576 1577 rVWV 197 139 0.02% 0.002%
66 10.714 1577 1579 1581 rVv2 171 150 0.02% 0.002%
67 10.750 1584 1585 1590 rVB2 169 212 0.02% ©0.003%
68 10.970 1617 1621 1628 rVB2 771 1230 0.14% ©0.018%
69 11.091 1638 1641 1645 rBV3 479 764 0.09% 0.011%
70 11.189 1652 1657 1669 rBV 351601 445513 50.50% 6.382%
71 11.457 1697 1701 1708 rVB3 792 1097 0.12% 0.016%
72 11.604 1724 1725 1728 rVB 180 139 0.02% 0.002%
73 11.658 1732 1734 1737 rW 203 173 0.02% 0.002%
74 11.713 1740 1743 1745 rVVv2 257 289 0.03% 0.004%
75 11.756 1747 1750 1755 rVv2 858 1109 0.13% 0.016%
76 11.915 1774 1776 1778 rBV2 127 122 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042405.D

Acqg On : 19 Jul 2024 16:29

Operator : JC/MD

Sample ¢ VX0720MBLO1

Misc : 5.00g/5.0mL/100uL/5.0emL/MSVOA_X/MEOH

ALS vial : 3  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 11.969 1782 1785 1788 rBV 1886 2219 0.25% 0.032%
78 12.018 1788 1793 1807 rVV 512396 671495 76.12% 9.619%
79 12.183 1819 1820 1823 rVB3 295 175 0.02% 0.003%
80 12.317 1837 1842 1858 rBV 492977 630712 71.49% 9.035%
81 12.506 1871 1873 1874 rBV2 178 154 0.02% 0.002%
82 12.689 1901 1903 1905 rBV2 114 120 0.01% 0.002%
83 12.768 1911 1916 1918 rBV3 388 534 0.06% 0.008%
84 12.908 1936 1939 1943 rBV2 146 191 0.02% 0.003%
85 12.945 1943 1945 1949 rBV2 124 150 0.02% 0.002%
86 13.048 1960 1962 1967 rBV2 103 177 0.02% 0.003%
87 13.116 1968 1973 1979 rVB3 1541 2271 0.26% ©0.033%
88 13.195 1984 1986 1988 rVB2 148 117 0.01% 0.002%
89 13.451 2026 2028 2029 rBV 199 158 0.02% 0.002%
90 13.524 2036 2040 2047 rBV2 230 476 ©.05% 0.007%
91 13.591 2047 2051 2057 rVVv3 2589 3546 0.40% 0.051%
92 13.743 2073 2076 2077 rBV3 221 273 0.03% 0.004%
93 13.780 2077 2082 2089 rvwVv 4044 6081 0.69% 0.087%
94 13.963 2108 2112 2117 rBV2 2514 3735 0.42% 0.054%
95 14.128 2136 2139 2146 rVB2 1125 1651 ©0.19% 0.024%
96 14.182 2146 2148 2150 rVB2 175 124 0.01% 0.002%
97 14.225 2153 2155 2158 rBV3 151 168 0.02% 0.002%
98 14.810 2249 2251 2252 rBV2 228 122  0.01% 0.002%
99 14.926 2268 2270 2271 rBV 243 175 0.02% 0.003%
100 16.176 2473 2475 2476 rBV 447 311 0.04% 0.004%
Sum of corrected areas: 6980808
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

: VX@720MBLO1
: 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
: 3  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\

: VX042405.D
: 19 Jul 2024 16:29

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: VX042405.D\data.ms
500000
400000
300000 5.964
200000 2.306
5.056
100000 1.368
1.240 1.660 4.459
2.508 2.794 JORYA38B. 485681739319217099 4. 5.3615.544672 6628
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\‘VT‘\\"V_Y—W ’ W—F TY_YW_Y—TY_Y_Y_f‘\\\\ ‘T\\\‘\\\ \TY_Y_WTF\‘Y_Y—TY_F\\‘\\\—VTFV\
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: VX042405.D\data.ms
500000 10.p55
8.647
400000
11.189
300000 9.384
6.757
200000 7.306
8.324
100000 8.952
0 REIREBY8 7.11226 Haf':«.. 85(J K 9.28 9.610739.903 Lmssﬂmmmao QTLCD 1 11.457
L ‘ T T T T ‘ T T T T T T ‘ T T T T ‘ T T T T ‘ T T ‘
Time--> 6.50 7.00 750 800 850 9.00 9.50 10.00 1050 1100
Abundance TIC: VX042405.D\data.ms
500000 12.018 12.317
400000
300000
200000
100000
Omammgzﬁl J RETRONRBIE 51313)5523@2371&8 9ama25 14.84926 16.176
‘ 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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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042405.D

Acqg On : 19 Jul 2024 16:29

Operator : JC/MD

Sample ¢ VXe720MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  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 8.36 ug/L 104326 1,4-Difluorobenzene 6.757

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfur dioxide 64 02S 007446-09-5 83
2 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 74
3 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
4 Aminomethanesulfonic acid 111 CHS5NO3S 013881-91-9 9
5 L-Alanine, 3-sulfo- 169 C3H7NO5S 000498-40-8 9

Abundance  Scan 25 (1.240 min): VX042405.D\data.ms (-22) (-) m/z 63.95 100.00%

64.0
5000 48.0 L
e
1.20 140 1.60
O+ e e m/z 47.95 51.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #415: Sulfur dioxide
64.0
5000 480 LI LA O B
1.20 140 1.60
m/z 65.90 4.88%
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
e e et
1.20 140 1.60
5000 48.0 m/z 49.90 2.33%
17.0
M 32.0 .
O+t e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #6976: Aminomethanesulfonic acid e ‘WA‘/T’\(“V\M
64.0 1.20 1.40 1.60
m/z 65.00 0.80%
48.0
5000
0 L L , 810 940 1110
e e e A B aman e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 1.20 140 1.60
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX072024\
Data File : VX042405.D

Acqg On : 19 Jul 2024 16:29

Operator : JC/MD

Sample : VX0720MBLO1

Misc : 5.00g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH

ALS vial : 3  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 8.4 ug/L 104326 1 6.757 624111 50.0
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