Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\

: VU046463.D

: 17 Dec 2021 11:54
: SY/MD

: VU1217MBLO1

5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

: 3  Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VU@46463.D\data.ms
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0 % of largest Peak

100
TOP

max last PK peak corr corr.
scan scan scan TY height area % max
74 82 101 rBB 65824 80875 14.53%
171 180 203 rBV 47638 69395 12.47%
268 273 277 rBvV2 302 348 0.06%
278 283 290 rvVvB 252 307 0.06%
328 330 335 rBV 183 171  0.03%
372 383 409 rBV 113909 192101 34.51%
447 453 462 rBV2 536 1016 0.18%
471 475 478 rBV 153 176 0.03%
509 514 518 rBV 199 275 0.05%
522 533 543 rBV3 1889 3570  0.64%
568 571 574 rBV 159 149 0.03%
632 635 638 rBB 181 142 0.03%
680 683 686 rBB 139 117 0.02%
747 750 753 rBB 149 124 0.02%
1012 1025 1057 rBV 47974 131435 23.61%
1087 1091 1092 rVwV 192 150 0.03%
1092 1094 1097 rVB2 285 205 0.04%
1144 1160 1179 rBV 101788 223259 40.11%
1201 1203 1206 rBB 235 131 0.02%
1296 1298 1302 rBB 132 116 0.02%
1344 1365 1385 rBV2 206463 556655 100.00%
1400 1402 1407 rVB 291 223 0.04%
1514 1528 1562 rBB 179823 334684 60.12%
1611 1614 1618 rBB2 360 241  0.04%
1652 1665 1688 rBB 128070 249867 44.89%
1699 1703 1705 rBB 236 181 0.03%
1705 1707 1711 rBB 166 132 0.02%
1772 1774 1777 rBB 225 125 0.02%
1815 1819 1826 rBB2 339 442 0.08%
1926 1937 1957 rBV 68906 119836 21.53%
1957 1959 1962 rVB 273 168 0.03%
1998 2003 2006 rBvV 142 204 0.04%
2026 2041 2056 rBV 250538 427983 76.88%
2056 2063 2073 rVB2 3266 5672  1.02%
2117 2128 2147 rBB2 48658 80097 14.39%
2147 2151 2155 rBV 332 347 0.06%
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: Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46463.D

Acqg On : 17 Dec 2021 11:54

Operator : SY/MD

Sample : VU1217MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 8.295 2160 2163 2165 rBB2 220 126  0.02% ©0.003%
38 8.446 2206 2210 2213 rBB 136 116 ©0.02% 0.003%
39 8.478 2214 2220 2222 rBV2 448 589 0.11% 0.014%
40 8.510 2227 2230 2233 rBV2 176 142 0.03% 0.003%
41  8.565 2245 2247 2251 rVB 257 122  0.02% 0.003%
42 8.636 2257 2269 2300 rBV 169093 278907 50.10% 6.482%
43  8.899 2348 2351 2353 rBV 157 129 0.02% 0.003%
44  9.054 2397 2399 2403 rVB 168 134 0.02% ©0.003%
45  9.105 2411 2415 2417 rBB 138 117 0.02% 0.003%
46 9.169 2432 2435 2438 rBB 145 119 0.02% 0.003%
47  9.234 2452 2455 2459 rBB 144 152 0.03% 0.004%
48 9.420 2501 2513 2535 rBV 261530 424608 76.28% 9.868%
49 9.510 2539 2541 2543 rVB 300 162 0.03% 0.004%
50 9.574 2556 2561 2568 rvB2 351 416 0.07% 0.010%
51 9.697 2593 2599 2603 rvv2 508 637 0.11% 0.015%
52 9.713 2603 2604 2609 rVB 215 132 0.02% 0.003%
53 9.867 2649 2652 2658 rBV 178 259 0.05% 0.006%
54 9.928 2669 2671 2674 rBV 144 119 0.02% 0.003%
55 10.044 2704 2707 2712 rVB 169 193 0.03% 0.004%
56 10.144 2735 2738 2740 rBB 174 118 0.02% 0.003%
57 10.285 2780 2782 2787 rVB 158 153 0.03% 0.004%
58 10.320 2788 2793 2796 rBB 140 166 ©0.03% 0.004%
59 10.394 2812 2816 2819 rBB 131 133 0.02% 0.003%
60 10.446 2827 2832 2837 rBV 189 288 0.05% 0.007%
61 10.584 2872 2875 2880 rBV 156 213 0.04% 0.005%
62 10.674 2896 2903 2912 rBB4 857 1131 0.20% 0.026%
63 10.758 2918 2929 2948 rBV 182064 292126 52.48% 6.789%
64 10.828 2948 2951 2955 rVB2 302 263 0.05% 0.006%
65 10.861 2956 2961 2964 rBV 212 259 0.05% ©0.006%
66 10.873 2964 2965 2968 rVB2 284 151 0.03% 0.004%
67 10.893 2968 2971 2982 rBV 403 727 0.13% 0.017%
68 11.250 3079 3082 3087 rBV 162 218 0.04% 0.005%
69 11.272 3087 3089 3093 rVB 175 142 0.03% 0.003%
70 11.301 3094 3098 3101 rBV 164 176 0.03% 0.004%
71 11.333 3105 3108 3110 rBV 175 150 ©0.03% 0.003%
72 11.465 3139 3149 3152 rBV3 944 1193 0.21% 0.028%
73 11.504 3158 3161 3164 rBV 139 143 0.03% ©0.003%
74 11.674 3211 3214 3216 rBV 157 139 0.02% 0.003%
75 11.748 3233 3237 3242 rVB3 273 284 0.05% 0.007%

76 11.815 3246 3258 3275 rBV 266855 414158 74.40% 9.625%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46463.D

Acqg On : 17 Dec 2021 11:54

Operator : SY/MD

Sample : VU1217MBLO1

Misc : 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.941 3295 3297 3302 rBV 170 194 0.03% 0.005%
78 11.976 3302 3308 3312 rVB2 539 618 ©0.11% 0.014%
79 12.134 3354 3357 3363 rVV 207 284 0.05% 0.007%
80 12.195 3363 3376 3396 rVV 243447 388104 69.72% 9.020%
81 12.465 3457 3460 3467 rVB 110 123  0.02% 0.003%
82 12.774 3548 3556 3562 rBV2 583 986 0.18% 0.023%
83 13.224 3690 3696 3702 rBV2 790 876 0.16% 0.020%
84 13.436 3758 3762 3767 rBV 119 124 0.02% 0.003%
85 13.687 3835 3840 3843 rBV 141 125 0.02% 0.003%
86 13.848 3883 3890 3897 rBV3 1491 1849 0.33% 0.043%
87 14.092 3956 3966 3976 rBV 2139 3255 0.58% 0.976%
88 14.336 4034 4042 4049 rBV3 1564 2051 ©0.37% 0.048%
89 14.581 4111 4118 4125 rBV2 1020 1248 0.22% 0.029%
90 15.085 4273 4275 4279 rBV 223 143 0.03% 0.003%
91 15.230 4318 4320 4323 rBV 188 117 0.02% 0.003%
92 15.632 4441 4445 4448 rBV 147 155 0.03% 0.004%
93 15.799 4491 4497 4500 rBV2 246 333 0.06% 0.008%
94 15.851 4510 4513 4520 rBV2 243 354 0.06% ©0.008%
95 16.413 4684 4688 4690 rBV 307 256 ©0.05% 0.006%
96 16.606 4746 4748 4753 rBV2 252 249 0.04% 0.006%
97 16.748 4789 4792 4797 rBV 356 346 0.06% ©0.008%
98 16.880 4830 4833 4835 rVB 362 205 0.04% 0.005%
99 16.950 4853 4855 4858 rBV 379 260 0.05% 0.006%
100 17.021 4875 4877 4880 rBV2 349 144 0.03% 0.003%
Sum of corrected areas: 4302828
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:
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LSC Report -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\

: VUe46463.D

: 17 Dec 2021 11:54

: SY/MD

. VU1217MBLO1

: 5.00g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
03

Sample Multiplier: 1

: VOC Analysis

: C:\Database\NIST20.L
LSCINT.P

2,571

1.604
1.919

22250401

2. 2%3%41763 3825363 751

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M

TIC: VU046463.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46463.D

Acqg On : 17 Dec 2021 11:54

Operator : SY/MD

Sample : VU1217MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected

>k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k >k >k >k 3k 3k >k >k 3k > >k 3k >k *k %k >k x
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121721\
Data File : VU@46463.D

Acqg On : 17 Dec 2021 11:54

Operator : SY/MD

Sample : VU1217MBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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