Data Path

Data File : VU©61299.D

Acq On : 30 Oct 2024 13:32
Operator : MD/SY

Sample : P4582-11

Misc

ALS Vial : 9

: 5mL/MSVOA_U/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\

@ % of largest Peak

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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\SFAMULM102824WMA.M
Title : VOC Analysis
Signal : TIC: VU@G61299.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.596 87 95 110 rBV 111249 126344 12.96% 1.680%
2 1.782 138 153 160 rBV2 18609 34000 3.49% 0.452%
3 1.904 182 191 207 rBV 90210 124284 12.75% 1.653%
4 2.277 299 307 318 rBvV3 2382 5233 0.54% 0.070%
5 2.509 376 379 383 rBV 401 355 0.04% 0.005%
6 2.560 383 395 407 rw 195526 317486 32.58% 4.222%
7 2.618 407 413 430 rVB 15064 27356 2.81% 0.364%
8 2.753 446 455 479 rVB3 4157 10746 1.10% 0.143%
9 3.039 540 544 548 rVV3 564 434 0.04% 0.006%
10 3.171 578 585 586 rBV2 499 403 0.04% 0.005%
11 3.345 633 639 641 rBV2 334 416 0.04% 0.006%
12 3.425 659 664 667 rBV 219 215 0.02% 0.003%
13 3.483 679 682 686 rBV2 198 186 0.02% 0.002%
14 3.692 744 747 755 rVB4 662 789 0.08% 0.010%
15 3.759 761 768 771 rVB 246 285 0.03% 0.004%
16 3.779 771 774 776 rBV 267 209 0.02% 0.003%
17 3.837 789 792 795 rBV 217 191 0.02% 0.003%
18 3.885 800 807 812 rBV2 257 410 0.04% 0.005%
19 3.923 816 819 823 rVB 284 199 0.02% 0.003%
20 4.097 870 873 878 rVB2 253 230 0.02% 0.003%
21 4.126 878 882 886 rBv2 225 184 0.02% 0.002%
22 4.171 891 896 899 rvVB2 300 308 0.03% 0.004%
23 4.197 899 904 907 rBV 204 223 0.02% 0.003%
24 4.441 975 980 984 rBv2 162 181 0.02% 0.002%
25 4.611 1022 1033 1070 rBV 83712 213205 21.88% 2.835%
26 5.052 1155 1170 1194 rBV 171332 381859 39.18% 5.078%
27 5.222 1217 1223 1228 rVB2 402 515 0.05% 0.007%
28 5.283 1238 1242 1247 rBV2 392 457 0.05% 0.006%
29 5.377 1267 1271 1274 rVB2 238 194 0.02% 0.003%
30 5.509 1307 1312 1315 rBV 322 337 0.03% 0.004%
31 5.611 1339 1344 1348 rBV2 189 234 0.02% 0.003%
32 5.640 1348 1353 1356 rBV2 286 272 0.03% 0.004%
33 5.714 1357 1376 1405 rBV2 356010 974594 100.00% 12.960%
34 5.972 1453 1456 1460 rBB2 319 251 0.03% 0.003%
35 6.036 1474 1476 1477 rBV2 429 180 0.02% 0.002%
36 6.071 1484 1487 1490 rVB2 260 215 0.02% 0.003%
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Data Path

Data File : VU©61299.D

Acq On : 30 Oct 2024 13:32
Operator : MD/SY

Sample : P4582-11

Misc

ALS Vial : 9

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

: 5mL/MSVOA_U/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 6.155 1509 1513 1516 rBv2 261
38 6.174 1516 1519 1524 rBV2 344
39 6.242 1527 1540 1573 rBV 301332
40 6.370 1578 1580 1591 rVB2 679
41 6.438 1598 1601 1604 rBV 236
42 6.528 1623 1629 1630 rBv4 1024
43 6.631 1657 1661 1664 rBV 292
44 6.682 1664 1677 1702 rBV 214046
45 6.836 1722 1725 1729 rVB4 549
46 6.907 1740 1747 1750 rBvV2 273
47  6.965 1759 1765 1769 rVv2 179
48 7.010 1776 1779 1785 rVB2 211
49  7.219 1841 1844 1849 rVB2 572
50 7.251 1849 1854 1858 rVB 236
51 7.293 1864 1867 1870 rVB 305
52 7.560 1938 1950 1977 rBV 123489
53 7.714 1995 1998 2002 rVB3 341
54 7.891 2039 2053 2083 rBV 440881
55 8.174 2130 2141 2166 rBV 84177
56  8.463 2227 2231 2236 rVB2 300
57 8.560 2256 2261 2265 rVB2 231
58 8.624 2268 2281 2320 rBV 259961
59  8.955 2381 2384 2388 rVB2 230
60 8.975 2388 2390 2393 rBvV2 304
61 9.078 2420 2422 2428 rBV2 184
62 9.409 2513 2525 2552 rBV 419259
63 9.737 2625 2627 2631 rVB 309
64 9.778 2637 2640 2643 rBvV2 239
65 9.910 2677 2681 2683 rBV 238
66 9.933 2685 2688 2694 rvv 250
67 10.061 2724 2728 2732 rVB2 216
68 10.251 2783 2787 2789 rBvV2 214
69 10.422 2836 2840 2846 rBv2 210
70 10.569 2883 2886 2888 rBV2 343
71 10.746 2928 2941 2963 rBV 298955
72 11.106 3050 3053 3057 rVB 249
73 11.145 3057 3065 3068 rBV 238
74 11.267 3099 3103 3107 rBV2 249
75 11.380 3132 3138 3146 rVB2 340
76 11.431 3149 3154 3156 rBvV2 222

SFAMULM102824WMA.M Tue
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\
Data File : VU©61299.D

Acq On : 30 Oct 2024 13:32
Operator : MD/SY

Sample : P4582-11

Misc : 5mL/MSVOA_U/WATER

ALS Vial : 9 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\SFAMULM102824WMA.M
Title : VOC Analysis
77 11.479 3164 3169 3173 rBV2 311 319 0.03% 0.004%
78 11.544 3182 3189 3190 rBV3 308 266 0.03% 0.004%
79 11.624 3211 3214 3218 rBV 320 207 0.02% 0.003%
80 11.743 3245 3251 3257 rBV4 1016 1093 0.11% 0.015%
81 11.804 3257 3270 3297 rBV 406859 678605 69.63% 9.024%
82 11.965 3317 3320 3324 rVB3 432 377 0.04% 0.005%
83 12.071 3346 3353 3357 rBV4 2428 3391 0.35% 0.045%
84 12.184 3376 3388 3413 rBV 395217 665885 68.32%  8.855%
85 12.534 3486 3497 3499 rBV3 994 1243 0.13% 0.017%
86 12.775 3568 3572 3576 rBV2 415 408 0.04% 0.005%
87 12.981 3632 3636 3638 rBV 278 210 0.02% 0.003%
88 13.042 3651 3655 3659 rVB2 299 278 0.03% 0.004%
89 13.064 3659 3662 3666 rBV 247 258 0.03% 0.003%
90 13.283 3728 3730 3734 rVB2 343 203 0.02% 0.003%
91 13.437 3772 3778 3782 rBV2 336 387 0.04% 0.005%
92 13.460 3782 3785 3788 rBV 272 206 0.02% 0.003%
93 13.515 3798 3802 3807 rBV2 232 303 0.03% 0.004%
94 13.765 3877 3880 3883 rBV 288 221 0.02% 0.003%
95 13.852 3903 3907 3911 rBV3 625 593 0.06% 0.008%
96 14.225 4020 4023 4028 rVB2 416 324 0.03% 0.004%
97 14.273 4034 4038 4040 rBV2 374 284 0.03% 0.004%
98 14.454 4091 4094 4099 rBV2 222 223 0.02% 0.003%
99 14.634 4146 4150 4154 rBV 522 552 0.06% 0.007%
100 16.158 4622 4624 4627 rBV 564 360 0.04% 0.005%
Sum of corrected areas: 7519968
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU103024\
Data File : VU@61299.D

Acqg On : 30 Oct 2024 13:32
Operator : MD/SY

Sample : P4582-11

Misc : 5mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU061299.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU103024\
Data File : VU@61299.D

Acqg On : 30 Oct 2024 13:32
Operator : MD/SY

Sample : P4582-11

Misc : 5mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA .M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU103024\
Data File : VU©61299.D

Acq On : 30 Oct 2024 13:32
Operator : MD/SY

Sample : P4582-11

Misc : 5mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM102824WMA.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|
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