Data Path

Data File : VU©61298.D

Acq On : 30 Oct 2024 13:09
Operator : MD/SY

Sample : P4582-10

Misc

ALS Vial : 8

: 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@61298.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 95 111 rBV 111532 126611 12.97% 1.689%
2 1.782 139 153 154 rBV2 18767 33389 3.42% 0.445%
3 1.904 182 191 211 rVB 87823 124781 12.79% 1.665%
4 2.560 382 395 406 rBV 192458 316932 32.48% 4.228%
5 2.618 406 413 430 rVB 23842 43934 4.50% 0.586%
6 2.750 446 454 461 rBV3 4311 8078 0.83% 0.108%
7 3.010 532 535 537 rBV 283 177 0.02% 0.002%
8 3.178 577 587 593 rBV3 955 1711 0.18% 0.023%
9 3.412 656 660 662 rBV 309 213 0.02% 0.003%
10 3.493 682 685 689 rBV 235 194 0.02% 0.003%
11 3.563 703 707 709 rBV 215 198 0.02% 0.003%
12 3.650 731 734 742 rVB2 215 193 0.02% 0.003%
13 3.686 742 745 746 rBV 579 261 0.03% 0.003%
14 3.788 774 777 781 rVB2 217 204 0.02% 0.003%
15 3.821 781 787 793 rVB2 249 346 0.04% 0.005%
16 3.898 804 811 813 rBV 280 335 0.03% 0.004%
17 4.055 854 860 861 rBV 211 203 0.02% 0.003%
18 4.210 903 908 912 rBV2 218 218 0.02% 0.003%
19 4.518 1002 1004 1011 rVB2 339 299 0.03% 0.004%
20 4.557 1011 1016 1019 rBV 219 185 0.02% 0.002%
21 4.608 1022 1032 1064 rBV 83441 210326 21.55% 2.806%
22 5.052 1155 1170 1193 rBV 172866 383482 39.30% 5.116%
23 5.190 1210 1213 1216 rVB3 372 270 0.03% 0.004%
24 5.245 1228 1230 1235 rVB3 256 178 0.02% 0.002%
25 5.332 1253 1257 1260 rBV 199 200 0.02% 0.003%
26 5.409 1273 1281 1283 rBV 307 369 0.04% 0.005%
27 5.534 1313 1320 1323 rVB2 275 385 0.04% 0.005%
28 5.557 1323 1327 1330 rBV2 249 217 0.02% 0.003%
29 5.714 1355 1376 1402 rBV2 356150 975820 100.00% 13.018%
30 6.068 1483 1486 1492 rVB2 325 281 0.03% 0.004%
31 6.238 1527 1539 1566 rBvV 296181 577269 59.16% 7.701%
32 6.531 1623 1630 1634 rBv2 1374 1733 0.18% 0.023%
33 6.679 1657 1676 1708 rBV 216326 430325 44.10% 5.741%
34 6.804 1713 1715 1719 rBV4 361 254 0.03% 0.003%
35 6.898 1741 1744 1750 rVV4 834 890 0.09% 0.012%
36 6.943 1755 1758 1761 rVB3 323 207 0.02% 0.003%
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Data Path

Data File : VU©61298.D

Acq On : 30 Oct 2024 13:09
Operator : MD/SY

Sample : P4582-10

Misc

ALS Vial : 8

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 7.039 1785 1788 1791 rBvV2 243
38 7.094 1802 1805 1809 rvVvB2 237
39 7.197 1830 1837 1841 rBvV2 404
40 7.222 1841 1845 1849 rBvV2 217
41 7.367 1887 1890 1895 rVvB2 202
42 7.412 1900 1904 1908 rBv2 226
43 7.489 1924 1928 1932 rBvV2 208
44 7.557 1938 1949 1975 rBV 123670
45 7.891 2040 2053 2083 rBV 439981
46 8.113 2120 2122 2130 rVB2 531
47  8.171 2130 2140 2165 rBV 83165
48  8.354 2193 2197 2198 rBV 297
49  8.483 2234 2237 2239 rBV2 233
50  8.544 2251 2256 2258 rBV2 206
51 8.624 2270 2281 2321 rBV 263911
52 8.788 2325 2332 2343 rVB7 5534
53 9.013 2398 2402 2408 rVB2 278
54  9.094 2422 2427 2429 rBV 251
55 9.155 2442 2446 2449 rBV2 346
56  9.264 2474 2480 2484 rBV2 388
57 9.409 2513 2525 2560 rBV 412587
58 9.566 2570 2574 2576 rBV3 370
59 9.698 2610 2615 2619 rVv3 193
60 9.807 2645 2649 2652 rBV 249
61 10.145 2748 2754 2759 rBV3 361
62 10.190 2762 2768 2772 rBV2 253
63 10.258 2783 2789 2793 rBV3 488
64 10.312 2803 2806 2812 rvVB2 180
65 10.573 2884 2887 2889 rBv2 387
66 10.586 2889 2891 2896 rvVvB2 568
67 10.624 2896 2903 2906 rBv2 234
68 10.746 2928 2941 2964 rBV 304338
69 10.852 2970 2974 2983 rVB3 473
70 11.094 3045 3049 3053 rBV3 258
71 11.322 3117 3120 3125 rBV 216
72 11.405 3143 3146 3151 rVB 229
73 11.428 3151 3153 3157 rBV 227
74 11.467 3162 3165 3167 rBV 295
75 11.496 3172 3174 3179 rBV 317
76 11.537 3183 3187 3189 rVB 264
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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©61298.D

Acq On : 30 Oct 2024 13:09
Operator : MD/SY

Sample : P4582-10

Misc : 5mL/MSVOA_U/WATER

ALS Vial : 8 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 11.660 3222 3225 3232 rBV2 155 198 0.02% 0.003%
78 11.701 3235 3238 3240 rBV 362 240 0.02% 0.003%
79 11.746 3249 3252 3255 rVB4 559 331 0.03% 0.004%
80 11.804 3258 3270 3307 rBV 396958 660223 67.66% 8.808%
81 12.081 3346 3356 3372 rBV5 2508 6951 0.71% 0.093%
82 12.184 3376 3388 3414 rVWV 391627 666926 68.35% 8.897%
83 12.286 3418 3420 3427 rVB5 389 380 0.04% 0.005%
84 12.537 3491 3498 3502 rBV4 951 1251 0.13% 0.017%
85 12.852 3593 3596 3601 rVB5 635 483 0.05% 0.006%
86 13.055 3654 3659 3661 rBV2 379 319 0.03% 0.004%
87 13.299 3732 3735 3738 rBV2 234 200 0.02% 0.003%
88 13.357 3746 3753 3757 rBV2 284 416 0.04% 0.006%
89 13.492 3792 3795 3801 rVB2 260 268 0.03% 0.004%
90 13.540 3807 3810 3814 rBV2 239 266 0.03% 0.004%
91 13.605 3827 3830 3833 rBV 242 180 0.02% 0.002%
92 13.730 3866 3869 3873 rVB 379 282 0.03% 0.004%
93 14.119 3987 3990 3993 rBV2 391 425 0.04% 0.006%
94 14.643 4150 4153 4156 rBvV2 223 179 0.02% 0.002%
95 14.865 4219 4222 4226 rBvV2 302 221 0.02% 0.003%
96 14.888 4226 4229 4232 rBV2 303 240 0.02% 0.003%
97 15.392 4383 4386 4388 rBV2 343 232 0.02% 0.003%
98 15.855 4528 4530 4532 rBV 415 262 0.03% 0.003%
99 16.029 4582 4584 4588 rBV2 447 389 0.04% 0.005%
100 16.444 4711 4713 4717 rBV3 798 604 0.06% 0.008%
Sum of corrected areas: 7495921
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU103024\
Data File : VU@61298.D

Acqg On : 30 Oct 2024 13:09
Operator : MD/SY

Sample : P4582-10

Misc : 5mL/MSVOA_U/WATER

ALS vial : 8 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: VU061298.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU103024\
Data File : VU@61298.D

Acqg On : 30 Oct 2024 13:09
Operator : MD/SY

Sample : P4582-10

Misc : 5mL/MSVOA_U/WATER

ALS vial : 8 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©61298.D

Acq On : 30 Oct 2024 13:09
Operator : MD/SY

Sample : P4582-10

Misc : 5mL/MSVOA_U/WATER

ALS vial : 8 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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