Data Path

Data File : VU®59901.D

Acq On : 11 Jul 2024 11:16
Operator : MD/SY

Sample : P3201-12

Misc

ALS Vial : 9

: 5.0mL/MSVOA_U/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@71124\

@ % 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\SFAMULM@70224WMA .M
Title : VOC Analysis
Signal : TIC: VU@59901.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.595 87 95 107 rBvV 100242 117884 14.68% 1.874%
2 1.907 183 192 215 rVB 82943 113123 14.09% 1.798%
3 2.470 365 367 370 rBV 243 146 0.02% 0.002%
4 2.560 383 395 411 rBV 159307 259433 32.32% 4.124%
5 2.628 412 416 431 rVB2 1807 3148 0.39% 0.050%
6 2.750 450 454 459 rBV2 207 179 0.02% 0.003%
7 2.775 459 462 464 rBV 380 293 0.04% 0.005%
8 2.866 487 490 497 rBvV2 203 240 0.03% 0.004%
9 2.952 514 517 520 rVB2 279 174 0.02% 0.003%
10 3.042 539 545 556 rVV5 724 1223 0.15% 0.019%
11 3.087 556 559 562 rVB2 368 228 0.03% 0.004%
12 3.187 580 590 607 rVV5 2104 5566 0.69% 0.088%
13 3.248 607 609 614 rVB3 238 169 0.02% 0.003%
14 3.457 670 674 677 rBV 143 142 0.02% 0.002%
15 3.579 708 712 714 rBV 214 157 0.02% 0.002%
16 3.695 741 748 750 rBV2 309 363 0.05% 0.006%
17 3.882 803 806 812 rVB 336 289 0.04% 0.005%
18 3.988 836 839 843 rVB2 220 184 0.02% 0.003%
19 4.010 843 846 852 rBV 247 199 0.02% 0.003%
20 4.139 883 886 890 rVB 284 190 0.02% 0.003%
21 4.165 890 894 898 rBv2 237 187 0.02% 0.003%
22 4.418 976 973 977 rVB2 247 183 0.02% 0.003%
23 4.457 981 985 989 rBv2 168 164 0.02% 0.003%
24 4.512 997 1002 1003 rBV 241 180 0.02% 0.003%
25 4.570 1017 1020 1024 rVB 263 170 0.02% 0.003%
26 4.618 1024 1035 1058 rBV 66400 173251 21.58% 2.754%
27 4.991 1148 1151 1153 rBv2 277 190 0.02% 0.003%
28 5.052 1155 1170 1202 rVV 147154 328339 40.90% 5.220%
29 5.245 1224 1230 1235 rBV2 124 157 0.02% 0.002%
30 5.290 1241 1244 1249 rBV3 238 175 0.02% 0.003%
31 5.328 1253 1256 1258 rBV 260 211 0.03% 0.003%
32 5.373 1267 1270 1275 rBV2 286 191 0.02% 0.003%
33 5.717 1357 1377 1406 rVV2 293972 802752 100.00% 12.762%
34 5.872 1423 1425 1429 rVB4 253 153 0.02% 0.002%
35 5.988 1458 1461 1463 rBV 247 172 0.02% 0.003%
36 6.023 1469 1472 1476 rVB2 253 184 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071124\
Data File : VU®59901.D

Acq On : 11 Jul 2024 11:16
Operator : MD/SY

Sample : P3201-12

Misc : 5.0mL/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\SFAMULM@70224WMA .M
Title : VOC Analysis
37 6.042 1476 1478 1482 rVB 281 195 0.02% 0.003%
38  6.123 1500 1503 1505 rBvV 218 142 0.02% 0.002%
39  6.242 1527 1540 1566 rBV 273167 528582 65.85%  8.403%
40 6.534 1621 1631 1639 rVB7 1592 3289 0.41% 0.052%
41 6.570 1639 1642 1648 rVB2 302 248 0.03% 0.0047%
42 6.608 1648 1654 1659 rBV3 258 264 0.03% 0.004%
43 6.682 1664 1677 1710 rBV 183679 362530 45.16% 5.763%
44 6.859 1729 1732 1736 rVB2 346 195 0.02% 0.003%
45 6.881 1736 1739 1742 rBV2 269 188 0.02% 0.003%
46 6.936 1748 1756 1767 rBvV2 1677 2791 0.35% 0.044%
47  7.197 1835 1837 1839 rBV 288 187 0.02% 0.003%
48 7.560 1934 1950 1973 rBV 92846 167989 20.93% 2.671%
49 7.701 1991 1994 1996 rBV2 284 176 0.02% 0.003%
50 7.801 2020 2025 2030 rBvV2 204 215 0.03% 0.003%
51 7.891 2040 2053 2077 rBV 346638 613630 76.44% 9.755%
52 8.174 2130 2141 2163 rBV 63849 112564 14.02%  1.790%
53  8.274 2170 2172 2176 rVB2 421 227 0.03% 0.004%
54  8.463 2220 2231 2244 rVB2 2563 4690 0.58% 0.075%
55 8.557 2252 2260 2266 rBV3 1452 1883 ©.23% ©.030%
56  8.627 2271 2282 2320 rBV 191171 379489 47.27% 6.033%
57 8.756 2320 2322 2324 rBV3 339 162 0.02% 0.003%
58  8.823 2340 2343 2349 rVB3 643 525 0.07% 0.008%
59  8.856 2350 2353 2357 rBV2 418 275 0.03% 0.004%
60 8.881 2357 2361 2364 rBvV2 267 207 0.03% 0.003%
61 9.158 2443 2447 2450 rvv2 264 205 0.03% 0.003%
62 9.177 2450 2453 2458 rVB2 297 265 0.03% 0.004%
63 9.225 2464 2468 2473 rVB 186 186 0.02% 0.003%
64 9.412 2512 2526 2551 rBV 405032 684270 85.24% 10.878%
65 9.833 2654 2657 2659 rBv2 204 139 0.02% 0.002%
66 10.142 2746 2753 2754 rBvV2 854 900 0.11% 0.014%
67 10.569 2881 2886 2890 rBv2 232 228 0.03% 0.004%
68 10.643 2903 2909 2912 rBvV2 241 229 0.03% 0.004%
69 10.749 2925 2942 2961 rBV 281908 455844 56.79% 7.247%
70 10.852 2970 2974 2976 rVB2 295 224 0.03% 0.0047%
71 10.881 2976 2983 2995 rVB3 3604 5787 0.72% 0.092%
72 10.968 3008 3010 3015 rVB2 179 148 0.02% 0.002%
73 10.997 3015 3019 3021 rBV 243 203 0.03% 0.003%
74 11.212 3084 3086 3090 rvVB2 344 169 0.02% 0.003%
75 11.714 3236 3242 3247 rBV2 292 410 0.05% 0.007%
76 11.740 3248 3250 3254 rBV 331 259 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU071124\
Data File : VU®59901.D

Acq On : 11 Jul 2024 11:16
Operator : MD/SY

Sample : P3201-12

Misc : 5.0mL/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\SFAMULM@70224WMA .M
Title : VOC Analysis
77 11.807 3259 3271 3293 rBV 354441 581600 72.45% 9.246%
78 11.987 3325 3327 3332 rVB3 395 286 0.04% 0.005%
79 12.071 3345 3353 3358 rBV5 1839 2609 0.33% 0.041%
80 12.187 3377 3389 3413 rBV 333021 558453 69.57% 8.878%
81 12.338 3432 3436 3439 rVB2 496 302 0.04% 0.005%
82 12.357 3439 3442 3444 rBV2 264 190 0.02% 0.003%
83 12.412 3456 3459 3461 rBV 239 172 0.02% 0.003%
84 12.772 3563 3571 3577 rBV3 1315 1895 0.24% 0.030%
85 13.077 3662 3666 3670 rBV 341 317 0.04% 0.005%
86 13.129 3680 3682 3687 rBV2 198 167 0.02% 0.003%
87 13.158 3687 3691 3694 rVB 299 240 0.03% 0.004%
88 13.270 3723 3726 3729 rVB 270 166 0.02% 0.003%
89 13.502 3795 3798 3805 rVB2 425 338 0.04% 0.005%
90 13.675 3849 3852 3857 rBV2 251 212 0.03% 0.003%
91 14.000 3950 3953 3956 rBvV 330 239 0.03% 0.004%
92 14.055 3968 3970 3974 rVB2 296 167 0.02% 0.003%
93 14.119 3982 3990 3997 rBV3 544 950 0.12% 0.015%
94 14.241 4025 4028 4032 rVB 442 308 0.04% 0.005%
95 14.550 4122 4124 4127 rBV 244 143 0.02% 0.002%
96 14.572 4128 4131 4133 rBV2 427 258 0.03% 0.004%
97 14.714 4173 4175 4179 rBV2 300 216 0.03% 0.003%
98 14.801 4199 4202 4205 rBV2 504 365 0.05% 0.006%
99 14.916 4235 4238 4239 rBV 393 259 0.03% 0.004%
100 15.032 4272 4274 4279 rVB2 425 259 0.03% 0.004%
Sum of corrected areas: 6290209
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU071124\
Data File : VU@59901.D

Acqg On : 11 Jul 2024 11:16
Operator : MD/SY

Sample : P3201-12

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .M
Quant Title : VOC Analysis

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

Abundance TIC: VU059901.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_ U\Data\VU071124\
Data File : VU@59901.D

Acqg On : 11 Jul 2024 11:16
Operator : MD/SY

Sample : P3201-12

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .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\VU071124\
Data File : VU®59901.D

Acq On : 11 Jul 2024 11:16
Operator : MD/SY

Sample : P3201-12

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@70224WMA .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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