LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59089.D

Acqg On : 30 May 2024 13:19

Operator : MD/SY

Sample : P2589-10ME

Misc : 5.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULMO52924WMA .M
Title : VOC Analysis

Signal : TIC: VU@59089.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.592 85 94 116 rBV 77352 106966 13.56% 1.687%
2 1.834 137 169 170 rBV4 56570 211868 26.85% 3.341%
3  2.274 304 306 311 rVB3 754 549 0.07% 0.009%
4 2.303 312 315 318 rBV2 706 492 0.06% ©0.008%
5 2.544 378 390 409 rVB 149419 240534 30.49%  3.793%
6 2.618 409 413 414 rBV2 975 512 0.06% 0.008%
7 2.711 440 442 445 rBV2 356 238 0.03% 0.004%
8 2.772 454 461 465 rBV2 754 1022 0.13% 0.016%
9 2.869 489 491 496 rVB2 401 267 0.03% 0.004%
106 3.026 532 540 555 rVB3 5124 9780 1.24% 0.154%
11  3.174 571 586 601 rBvV2 12639 31705 4.02% 0.500%
12 3.502 685 688 693 rvB2 232 193 0.02% 0.003%
13  3.525 693 695 698 rBV 344 219 0.03% 0.003%
14 3.599 714 718 720 rBV 285 255 0.03% 0.004%
15 3.650 730 734 738 rBv2 245 308 0.04% 0.005%
16 3.689 744 746 749 rVB2 490 243 0.03% 0.004%
17 4.017 843 848 852 rVB2 203 213 0.03% 0.003%
18 4.206 903 907 914 rVB2 170 219 0.03% 0.003%
19 4,258 920 923 925 rBV 272 200 0.03% 0.003%
20 4.522 1001 1005 1009 rVB2 276 269 0.03% 0.004%
21 4.618 1025 1035 1073 rBV 62722 189696 24.04%  2.991%
22 5.052 1153 1170 1193 rBV 138445 307480 38.97% 4.848%
23 5.271 1232 1238 1240 rBV2 238 221 0.03% 0.003%
24  5.338 1255 1259 1262 rBV 331 207 0.03% 0.003%
25 5.374 1267 1270 1275 rVB2 268 206 0.03% 0.003%
26 5.711 1353 1375 1409 rBV2 291170 788934 100.00% 12.440%
27 5.965 1447 1454 1455 rBV4 1470 1364 0.17% 0.022%
28 6.036 1474 1476 1482 rVB2 255 191 0.02% 0.003%
29 6.065 1482 1485 1490 rBV2 250 190 0.02% 0.003%
30 6.136 1504 1507 1511 rBV2 197 188 0.02% ©0.003%
31 6.238 1526 1539 1565 rBV 265808 515026 65.28% 8.121%
32 6.406 1587 1591 1595 rVB3 361 312 0.04% 0.005%
33  6.447 1602 1604 1607 rBvV2 306 219 0.03% 0.003%
34 6.525 1618 1628 1640 rVB7 5514 11120 1.41% 0.175%
35 6.592 1640 1649 1658 rBV6 2494 5362 0.68% 0.085%

36 6.682 1663 1677 1705 rVV 178802 357978 45.37% 5.645%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59089.D

Acqg On : 30 May 2024 13:19

Operator : MD/SY

Sample : P2589-10ME

Misc : 5.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULMO52924WMA .M
Title : VOC Analysis
37 7.190 1831 1835 1836 rBV 359 224 0.03% 0.004%
38 7.216 1840 1843 1847 rVB3 813 685 0.09% 0.011%
39 7.361 1884 1888 1890 rBV 234 206 0.03% 0.003%
40 7.496 1929 1930 1937 rVV3 317 245 0.03% 0.004%
41  7.557 1937 1949 1968 rVV 93433 171443 21.73% 2.703%
42 7.718 1994 1999 2003 rVB4 354 398 0.05% 0.006%
43  7.750 2004 2009 2014 rVB2 369 346 0.04% ©0.005%
44  7.782 2014 2019 2027 rVB4 462 562 0.07% 0.009%
45  7.824 2027 2032 2035 rVB2 345 209 0.03% 0.003%
46 7.891 2039 2053 2075 rBV 336034 589474 74.72% 9.295%
47  8.100 2115 2118 2122 rVV3 310 282 0.04% 0.004%
48  8.174 2128 2141 2164 rBV 64823 116418 14.76% 1.836%
49 8.463 2220 2231 2232 rVV3 524 649 0.08% 0.010%
50  8.473 2232 2234 2240 rVB2 356 246 0.03% 0.004%
51 8.563 2259 2262 2267 rBvV2 180 215 ©0.03% 0.003%
52 8.637 2272 2285 2326 rVV 170762 399638 50.66% 6.302%
53 8.968 2385 2388 2390 rVB 358 227 0.03% 0.004%
54  9.251 2474 2476 2481 rVB2 421 363 0.05% 0.006%
55  9.280 2481 2485 2487 rBV 326 256 0.03% 0.004%
56 9.293 2487 2489 2492 rVB 361 213 0.03% 0.003%
57 9.412 2512 2526 2546 rBV 388868 670667 85.01% 10.575%
58 9.566 2571 2574 2576 rBV3 359 203 0.03% 0.003%
59 9.698 2606 2615 2620 rBV4 1151 1721 0.22% 0.027%
60 9.788 2640 2643 2647 rBV2 263 257 0.03% 0.004%
61 9.988 2701 2705 2707 rBV 286 272 0.03% 0.004%
62 10.029 2715 2718 2721 rVV2 264 205 0.03% 0.003%
63 10.103 2738 2741 2744 rBV2 331 267 0.03% 0.004%
64 10.158 2753 2758 2762 rVB2 193 215 ©0.03% 0.003%
65 10.447 2845 2848 2852 rVB2 306 251 ©0.03% 0.004%
66 10.647 2906 2910 2914 rBV2 386 342 0.04% 0.005%
67 10.676 2914 2919 2923 rBV 404 410 0.05% 0.006%
68 10.753 2930 2943 2966 rBV 261043 434185 55.03% 6.846%
69 10.968 3003 3010 3012 rBV2 365 406 0.05% 0.006%
70 11.045 3030 3034 3038 rVB 266 219 0.03% 0.003%
71 11.074 3038 3043 3046 rVB 244 244 0.03% 0.004%
72 11.402 3142 3145 3150 rVB2 302 261 0.03% 0.004%
73 11.557 3188 3193 3195 rBV 202 201 0.03% ©0.003%
74 11.721 3241 3244 3247 rVB 327 213 0.03% 0.003%
75 11.766 3255 3258 3260 rBV 276 201 0.03% 0.003%

76 11.807 3260 3271 3297 rBV 384667 622720 78.93% 9.819%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59089.D

Acqg On : 30 May 2024 13:19

Operator : MD/SY

Sample : P2589-10ME

Misc : 5.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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\SFAMULMO52924WMA .M
Title : VOC Analysis
77 12.020 3334 3337 3341 rBV3 292 228 0.03% 0.004%
78 12.187 3376 3389 3412 rBV 314867 534716 67.78% 8.431%
79 12.364 3440 3444 3448 rVB2 365 263 0.03% 0.004%
80 12.422 3458 3462 3464 rBV2 237 233  0.03% 0.004%
81 12.476 3477 3479 3484 rVB2 430 266 0.03% 0.004%
82 12.505 3485 3488 3492 rBV2 256 246 0.03% 0.004%
83 12.730 3554 3558 3565 rBV2 291 395 0.05% 0.006%
84 12.766 3565 3569 3573 rBV2 371 419 0.05% 0.007%
85 12.955 3619 3628 3630 rBV2 289 435 0.06% 0.007%
86 12.987 3635 3638 3641 rVB 355 219 0.03% 0.003%
87 13.225 3709 3712 3714 rBV 369 237 0.03% 0.004%
88 13.315 3736 3740 3744 rBV2 244 236 0.03% 0.004%
89 13.492 3791 3795 3798 rBV 283 269 0.03% 0.004%
90 13.833 3898 3901 3903 rBV 340 213 0.03% 0.003%
91 14.283 4038 4041 4045 rBV 329 327 0.04% 0.005%
92 14.306 4046 4048 4052 rVB2 325 256 0.03% 0.004%
93 14.418 4080 4083 4086 rBV 435 293 0.04% 0.005%
94 14.650 4153 4155 4158 rBV2 307 232  0.03% 0.004%
95 14.685 4163 4166 4167 rBV 378 244 0.03% 0.004%
96 14.762 4187 4190 4196 rVB3 454 356 0.05% 0.006%
97 14.791 4196 4199 4201 rBV 257 210 0.03% 0.003%
98 15.071 4283 4286 4290 rBV2 381 239 0.03% 0.004%
99 15.196 4323 4325 4331 rVB3 479 373 0.05% 0.006%
100 15.865 4530 4533 4536 rBvV2 659 493 0.06% ©0.008%
Sum of corrected areas: 6341903
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU053024\
Data File : VU@59089.D

Acqg On : 30 May 2024 13:19

Operator : MD/SY

Sample : P2589-10ME

Misc : 5.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU059089.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU053024\
Data File : VU@59089.D

Acqg On : 30 May 2024 13:19

Operator : MD/SY

Sample : P2589-10ME

Misc : 5.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO52924WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53024\
Data File : VU@59089.D

Acqg On : 30 May 2024 13:19

Operator : MD/SY

Sample : P2589-10ME

Misc : 5.64g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@52924WMA .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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