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\VU@11022\

: VU046711.D

: 10 Jan 2022 11:55
: SY/MD

: VUellemMBLO1

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@46711.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 82 102 rVB 70679 82675 12.61%
171 180 199 rBV 57469 78423 11.96%
291 294 299 rBvV2 165 168 0.03%
319 322 328 rBV 215 288 0.04%
330 334 337 rBV 150 145  0.02%
371 384 397 rBV 129655 212655 32.42%
442 446 448 rBV 211 181 0.03%
448 454 463 rVW 607 981 0.15%
480 483 486 rBV 151 143 0.02%
501 503 507 rBv 114 127 0.02%
528 532 535 rBB2 373 298 0.05%
894 898 901 rBV 145 164 0.03%
1013 1030 1088 rvVv 46277 192020 29.28%
1114 1119 1122 rBV 181 186 0.03%
1138 1141 1144 rBV 211 147 0.02%
1144 1159 1186 rwVv 121901 268876 41.00%
1193 1195 1198 rVB 274 158 0.02%
1205 1210 1213 rBB 135 161 0.02%
1344 1365 1385 rBvV2 241243 655839 100.00%
1513 1528 1557 rBV 216094 412304 62.87%
1569 1574 1577 rBV2 272 317 0.05%
1607 1615 1622 rBB4 697 930 0.14%
1651 1665 1687 rBV ~ 153765 296407 45.20%
1704 1707 1711 rBV 139 168 0.03%
1758 1761 1764 rBB 149 124 0.02%
1779 1781 1785 rBB 159 128 0.02%
1812 1819 1825 rBB 525 587 0.09%
1893 1896 1899 rBB 144 128 0.02%
1925 1937 1952 rBV 84830 148712 22.68%
1967 1969 1971 rBV 270 156 0.02%
1971 1976 1982 rVB3 525 673 0.10%
1999 2001 2005 rBV 153 143 0.02%
2006 2011 2014 rVB 293 229 0.03%
2027 2040 2058 rBV 297261 514796 78.49%
2058 2062 2072 rVB2 3885 6003  0.92%
2077 2080 2083 rvVv 341 274 0.04%
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: VOC Analysis




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

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe11022\
: VU046711.D

: 10 Jan 2022 11:55

: SY/MD

: VUellemMBLO1

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
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: VOC Analysis

2083 2085 2091 rVB2 269 250 0
2101 2104 2106 rBV 152 123 0
2117 2128 2152 rVWV 60110 101674 15
2161 2164 2167 rBvV 155 151 (%]
2214 2220 2226 rBB 378 450 o
2257 2270 2313 rBvV 240393 431380 65
2313 2317 2321 rVB2 175 182 0
2337 2340 2344 rBB 156 157 ©
2351 2354 2358 rBB 141 122 0
2359 2361 2365 rBB 137 120 0
2370 2375 2378 rBB 169 152 0
2379 2382 2384 rBB 159 110 ©
2426 2429 2432 rBV 172 163 0
2442 2445 2448 rBB 168 144 (%]
2457 2462 2464 rBB 153 152 0
2485 2488 2492 rBB 142 115 0
2500 2513 2531 rBV 311596 512056 78
2556 2560 2567 rBv2 623 761 ©
2592 2599 2606 rBvV2 607 953 @
2633 2637 2639 rBB 135 113 0
2656 2660 2665 rBB 149 207 ©
2714 2717 2719 rBV 161 128 0
2720 2728 2734 rVW4 543 868 0
2756 2758 2762 rBB 145 121 0
2765 2770 2773 rBV 179 220 ©
2806 2809 2812 rBV 155 152 0
2836 2847 2854 rVB2 349 603 (%]
2881 2885 2890 rBB 165 187 ©
2891 2894 2897 rBV 149 156 ©
2897 2903 2909 rvv2 753 898 (%]
2917 2929 2946 rBV 249419 401554 61
2967 2970 2972 rBV 232 114 0
3028 3033 3039 rBvV2 692 671 (]
3091 3095 3098 rBV 132 163 ©
3116 3119 3121 rBV 151 127 0
3131 3136 3139 rBV 175 208 0
3142 3148 3149 rBV3 835 707 (%]
3195 3198 3200 rBV 172 151 0
3205 3208 3210 rBV 169 143 0
3216 3218 3221 rBV 134 117 0
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@11022\
Data File : VU@46711.D

Acqg On : 10 Jan 2022 11:55

Operator : SY/MD

Sample : VUe11eMBLO1

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\SFAMULMO10522WMA .M
Title : VOC Analysis
77 11.751 3231 3238 3245 rBV3 1026 1327 0.20% 0.025%
78 11.812 3245 3257 3278 rVWW 325666 515166 78.55% 9.530%
79 11.890 3278 3281 3283 rVV 209 158 0.02% 0.003%
80 11.906 3284 3286 3290 rvwVv 189 171  0.03% 0.003%
81 11.947 3294 3299 3301 rVWV 327 322 0.05% 0.006%
82 11.973 3304 3307 3312 rVB3 484 434 0.07% 0.008%
83 12.195 3363 3376 3394 rBV 331169 534713 81.53% 9.892%
84 12.652 3510 3518 3521 rBV 82 133  0.02% 0.002%
85 13.037 3631 3638 3644 rBV 131 164 ©0.03% 0.003%
86 13.224 3689 3696 3704 rBV2 1758 2227 0.34% 0.041%
87 13.725 3848 3852 3855 rBV 123 111  0.02% 0.002%
88 13.844 3881 3889 3897 rBV4 2727 3725 0.57% 0.069%
89 14.089 3955 3965 3979 rBV2 4346 6989 1.07% 0.129%
90 14.330 4032 4040 4050 rVB3 3099 4484 0.68% 0.083%
91 15.311 4341 4345 4349 rBV 247 249 0.04% 0.005%
92 15.362 4357 4361 4364 rBV 202 184 0.03% 0.003%
93 15.545 4414 4418 4422 rVB2 257 209 0.03% 0.004%
94 15.581 4426 4429 4432 rBV 268 227 0.03% 0.004%
95 15.790 4487 4494 4496 rBV 255 312 0.05% 0.006%
96 16.565 4732 4735 4740 rBV2 342 387 0.06% 0.007%
97 16.661 4763 4765 4766 rBV 250 110 0.02% 0.002%
98 16.796 4803 4807 4811 rBV3 485 447 0.07% ©0.008%
99 16.857 4824 4826 4830 rVB 557 261 0.04% 0.005%
100 17.237 4942 4944 4948 rBV2 586 437 0.07% 0.008%
Sum of corrected areas: 5405484
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011022\
Data File : VU@46711.D

Acqg On : 10 Jan 2022 11:55

Operator : SY/MD

Sample : VUe11eMBLO1

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\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU046711.D\data.ms
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Abundance TIC: VU046711.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011022\
Data File : VU@46711.D

Acqg On : 10 Jan 2022 11:55

Operator : SY/MD

Sample : VUe11eMBLO1

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\SFAMULMO10522WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU011022\
Data File : VU@46711.D

Acqg On : 10 Jan 2022 11:55

Operator : SY/MD

Sample : VUe11eMBLO1

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\SFAMULM@10522WMA.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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