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\VU121921\

1 VU046489.D

: 19 Dec 2021 13:09

: SY/MD

: M5062-18ME

: 6.29g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 7 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VU@46489.D\data.ms

5

0 % of largest Peak

100
TOP

peak R.T. first max last PK peak corr. corr.
# min  scan scan scan TY height area % max.
1 1.604 74 82 113 rBV 33532 66810  3.70%
2 1.887 162 170 172 rBV 3289 4026 0.22%
3 1.919 174 180 219 rVB 20480 59360 3.29%
4 2.176 255 260 261 rBV3 519 480 ©0.03%
5 2.555 367 378 394 rBV 74565 131431 7.29%
6 2.745 434 437 441 rVB 408 240 0.01%
7 2.800 452 454 458 rBv2 193 121 0.01%
8 2.941 494 498 499 rBvV2 169 121 0.01%
9 2.954 499 502 505 rvv2 253 185 0.01%
106 3.006 515 518 521 rVB2 306 233 0.01%
11 3.041 521 529 539 rBv4 1985 3987 0.22%
12 3.080 539 541 545 rvv3 544 444 0.02%
13 3.118 549 553 554 rBV 281 184 0.01%
14 3.125 554 555 559 rVB 266 121 0.01%
15 3.153 560 564 565 rBv 605 447 0.02%
16 3.186 565 574 586 rVB2 2041 3963 0.22%
17 3.308 609 612 615 rBV 151 143  0.01%
18 3.440 650 653 656 rBV 158 150 0.01%
19 3.523 676 679 682 rBV 144 141 0.01%
20 3.626 705 711 715 rBB 158 193 0.01%
21 3.912 798 800 804 rBB 137 119 0.01%
22 4.234 896 900 903 rBB 142 140 0.01%
23 4.269 907 911 915 rBB 161 173 0.01%
24  4.411 952 955 960 rBB 163 157 0.01%
25 4.661 1015 1033 1053 rBv2 23051 95005 5.27%
26 5.067 1142 1159 1188 rVB 87935 207671 11.52%
27 5.722 1343 1363 1388 rBvV2 200946 511662 28.37%
28 5.980 1434 1443 1445 rBVS 2376 3283 0.18%
29 6.050 1463 1465 1468 rVB 612 323 0.02%
30 6.250 1511 1527 1555 rBV 171625 341229 18.92%
31 6.539 1607 1617 1630 rBV3 14857 27471  1.52%
32 6.594 1630 1634 1635 rW 537 424 0.02%
33  6.610 1635 1639 1648 rvv2 1005 1378 0.08%
34 6.690 1648 1664 1691 rVB 112087 232020 12.87%
35 6.787 1691 1694 1698 rBV 147 173 0.01%
36 6.967 1747 1750 1753 rBV 139 146 0.01%
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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\VU121921\
Data File : VU@46489.D

Acqg On : 19 Dec 2021 13:09

Operator : SY/MD

Sample : M5062-18ME

Misc : 6.29g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 7.038 1768 1772 1779 rBV 157 270 0.01% ©0.004%
38 7.192 1816 1820 1825 rBV 178 248 0.01% ©0.004%
39 7.568 1925 1937 1967 rBV 52568 114938 6.37% 1.896%
40 7.774 1998 2001 2003 rBV 240 145 0.01% 0.002%
41  7.790 2003 2006 2011 rvv2 316 286 0.02% 0.005%
42 7.899 2024 2040 2058 rBV 212498 410061 22.74% 6.763%
43 8.118 2106 2108 2111 rBV 164 132 0.01% 0.002%
44  8.185 2117 2129 2158 rBV2 26272 78941  4.38% 1.302%
45  8.475 2213 2219 2221 rBV 209 268 0.01% 0.004%
46 8.552 2230 2243 2263 rBV 1027248 1803441 100.00% 29.744%
47  8.697 2264 2288 2315 rVB3 82028 286607 15.89% 4.727%
48  8.915 2352 2356 2358 rBV 153 152 0.01% ©0.003%
49 9.047 2394 2397 2400 rVB 160 139 0.01% 0.002%
50 9.308 2475 2478 2482 rBB 146 155 ©0.01% ©0.003%
51 9.369 2493 2497 2499 rBV 125 115 ©0.01% 0.002%
52 9.430 2501 2516 2541 rBV 180332 471409 26.14% 7.775%
53 9.542 2547 2551 2554 rBV 142 165 0.01% 0.003%
54 9.571 2555 2560 2561 rBV 381 258 0.01% ©0.004%
55 9.700 2591 2600 2612 rBV3 2605 5017 ©0.28% ©0.083%
56 9.771 2619 2622 2629 rVB 205 263 0.01% 0.004%
57 9.806 2629 2633 2637 rBV 159 203 0.01% ©0.003%
58 9.870 2650 2653 2656 rVB 177 146 0.01% 0.002%
59 10.012 2693 2697 2704 rBV 161 272 0.02% 0.004%
60 10.105 2719 2726 2728 rBV2 864 947 0.05% 0.016%
61 10.160 2737 2743 2746 rBB 179 228 0.01% 0.004%
62 10.227 2762 2764 2767 rBB 170 115 0.01% 0.002%
63 10.279 2776 2780 2783 rBB 150 144 0.01% 0.002%
64 10.497 2845 2848 2851 rBV2 219 154 0.01% ©0.003%
65 10.542 2858 2862 2867 rBV2 222 240 0.01% ©0.004%
66 10.626 2880 2888 2892 rBV 166 295 0.02% ©0.005%
67 10.671 2896 2902 2905 rBV2 1023 978 0.05% 0.016%
68 10.777 2922 2935 2952 rBV 178348 303596 16.83% 5.007%
69 10.906 2974 2975 2981 rVB2 237 201 0.01% 0.003%
70 10.934 2981 2984 2989 rVB 211 199 0.01% 0.003%
71 10.970 2989 2995 2998 rBV 210 296 0.02% 0.005%
72 11.008 3004 3007 3014 rVB2 344 426 0.02% 0.007%
73 11.041 3014 3017 3020 rBV 148 150 0.01% ©0.002%
74 11.102 3032 3036 3038 rBV2 321 264 0.01% ©0.004%
75 11.121 3038 3042 3046 rVV3 300 352 0.02% 0.006%
76 11.295 3091 3096 3100 rBV2 240 212 0.01% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46489.D

Acqg On : 19 Dec 2021 13:09

Operator : SY/MD

Sample : M5062-18ME

Misc : 6.29g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 11.391 3117 3126 3129 rBV 212 372 0.02% 0.006%
78 11.471 3140 3151 3152 rBV 864 1072 0.06% 0.018%
79 11.700 3217 3222 3230 rVB 420 414 0.02% 0.007%
80 11.822 3248 3260 3276 rBV 305730 477296 26.47% 7.872%
81 11.899 3280 3284 3288 rBV2 200 248 0.01% ©0.004%
82 11.938 3292 3296 3302 rBV 239 342 0.02% 0.006%
83 11.976 3302 3308 3311 rBV 587 623 0.03% 0.010%
84 12.201 3362 3378 3396 rVB 247965 400470 22.21% 6.605%
85 12.462 3456 3459 3467 rVB 167 143 0.01% 0.002%
86 12.774 3548 3556 3563 rBV 831 1121 0.06% 0.018%
87 12.931 3599 3605 3608 rBV 120 132 0.01% 0.002%
88 13.227 3693 3697 3700 rBV2 269 219 0.01% ©0.004%
89 14.095 3960 3967 3975 rBV2 715 1056 0.06% 0.017%
90 14.333 4039 4041 4044 rVB2 210 131 0.01% 0.002%
91 14.494 4088 4091 4099 rVB 192 161 ©0.01% ©0.003%
92 14.542 4103 4106 4110 rVB 210 139 0.01% 0.002%
93 14.581 4110 4118 4124 rBV2 1152 1666 0.09% 0.027%
94 14.622 4128 4131 4135 rVB 171 130 0.01% 0.002%
95 14.921 4221 4224 4228 rVB 161 126 0.01% 0.002%
96 15.465 4390 4393 4396 rBV 271 159 0.01% 0.003%
97 15.500 4401 4404 4407 rBV 221 139 0.01% 0.002%
98 15.616 4437 4440 4442 rBV 181 148 0.01% 0.002%
99 15.667 4454 4456 4458 rBV 223 152 0.01% 0.003%
100 16.175 4611 4614 4615 rBV 296 186 0.01% 0.003%
Sum of corrected areas: 6063227
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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 - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\

: VUe46489.D

: 19 Dec 2021 13:09

: SY/MD

: M5062-18ME

: 6.29g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 7 Sample Multiplier: 1

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

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

TIC: VU046489.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46489.D

Acqg On : 19 Dec 2021 13:09

Operator : SY/MD

Sample : M5062-18ME

Misc : 6.29g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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 3k >k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k %k 5k >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 *
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121921\
Data File : VU@46489.D

Acqg On : 19 Dec 2021 13:09

Operator : SY/MD

Sample : M5062-18ME

Misc : 6.29g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 7 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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