LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83022\
Data File : VU@50526.D

Acqg On : 30 Aug 2022 19:41

Operator : SY/MD

Sample : N4345-13ME

Misc : 5.25g/5.0emL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULMO83022WMA .M
Title : VOC Analysis

Signal : TIC: VU@50526.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 39 44 48 rBV2 4225 4522 0.30% 0.039%
2 1.591 71 78 88 rBv 88303 120461 8.07% 1.036%
3 1.897 168 173 183 rBV 28700 38622 2.59% 0.332%
4 2.520 356 367 385 rvB 275313 451455 30.24%  3.881%
5 2.842 465 467 470 rBvV2 412 261 0.02% 0.002%
6 2.929 490 494 496 rBV3 656 575 0.04% 0.005%
7 3.028 513 525 543 rBV 15640 33757 2.26%  0.290%
8 3.176 557 571 588 rBv2 34089 89751 6.01% ©.772%
9 3.585 695 698 703 rVB 383 278 0.02% 0.002%
106 3.662 713 722 734 rVVe6 1970 3393  0@.23% 0.029%
11 4.009 828 830 835 rVB2 310 271 0.02% 0.002%
12 4.044 835 841 845 rBV2 317 441 0.03% 0.004%
13 4.340 927 933 937 rBv2 255 240 0.02% 0.002%
14 4.466 965 972 975 rVB 265 304 0.02% 0.003%
15 4.655 1012 1031 1082 rBV 84698 375607 25.16%  3.229%
16 5.060 1138 1157 1184 rBV 215491 523703 35.08% 4.502%
17 5.195 1196 1199 1204 rVB5 971 933 0.06% 0.008%
18 5.237 1209 1212 1216 rVB2 486 344 0.02% ©0.003%
19 5.292 1219 1229 1232 rBv4 1151 1882 0.13% 0.016%
20 5.356 1243 1249 1253 rBV4 926 1038 0.07% 0.009%
21 5.565 1306 1314 1316 rBV2 154 241 0.02% 0.002%
22 5.716 1338 1361 1397 rBV2 556266 1401963 93.90% 12.053%
23 5.983 1432 1444 1465 rBV4 14200 39228 2.63% 0.337%
24  6.099 1475 1480 1481 rBV 411 332  0.02% 0.003%
25 6.247 1511 1526 1553 rBV 625002 1273051 85.27% 10.945%
26 6.498 1600 1604 1605 rBV 601 365 0.02% 0.003%
27 6.530 1606 1614 1625 rVVv7 5719 11750 0.79% 0.101%
28 6.610 1629 1639 1650 rV4 6748 15893 1.06% 0.137%
29 6.691 1650 1664 1691 rVB 300440 630329 42.22% 5.419%
30 6.851 1711 1714 1719 rVB4 419 332 0.02% 0.003%
31 7.195 1817 1821 1823 rBV3 483 402 0.03% 0.003%
32 7.234 1823 1833 1848 rVV5 6172 14761 0.99% 0.127%
33 7.305 1853 1855 1857 rVvB3 522 243  0.02% 0.002%
34 7.392 1879 1882 1887 rVB3 322 269 0.02% 0.002%
35 7.449 1897 1900 1907 rVB 229 285 0.02% 0.002%

36 7.568 1924 1937 1958 rBV = 127368 249713 16.73% 2.147%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83022\
Data File : VU@50526.D

Acqg On : 30 Aug 2022 19:41

Operator : SY/MD

Sample : N4345-13ME

Misc : 5.25g/5.0emL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULMO83022WMA .M
Title : VOC Analysis
37 7.700 1975 1978 1980 rvv2 404 237 0.02% 0.002%
38 7.768 1995 1999 2002 rBvV2 413 331 0.02% 0.003%
39 7.810 2007 2012 2016 rBVS5 369 327 0.02% 0.003%
40 7.896 2024 2039 2061 rBV 583196 1077908 72.20% 9.267%
41  8.182 2117 2128 2150 rBV 80376 161491 10.82% 1.388%
42 8.346 2176 2179 2181 rBV2 1205 932 0.06% 0.008%
43 8.465 2213 2216 2218 rBvV2 391 279 0.02% 0.002%
44  8.552 2230 2243 2259 rVV2 138685 240971 16.14% 2.072%
45  8.665 2260 2278 2306 rBvV2 245399 715432 47.92% 6.151%
46 8.893 2346 2349 2351 rVB2 440 246 0.02% 0.002%
47  8.916 2352 2356 2358 rVV2 343 285 0.02% 0.002%
48  8.938 2359 2363 2368 rvvs 936 936 0.06% 0.008%
49 8.999 2380 2382 2387 rVB3 442 264 0.02% 0.002%
50 9.054 2397 2399 2404 rVB2 399 275 0.02% 0.002%
51 9.083 2404 2408 2412 rBV2 347 299 0.02% 0.003%
52 9.234 2450 2455 2462 rVV2 265 417 0.03% 0.004%
53 9.327 2481 2484 2488 rVB 312 250 0.02% 0.002%
54  9.420 2499 2513 2538 rBV 795068 1492982 100.00% 12.835%
55 9.565 2555 2558 2559 rBV3 471 329 0.02% 0.003%
56 9.575 2559 2561 2564 rvv2 1105 773 0.05% 0.007%
57 9.588 2564 2565 2573 rvB3 1047 619 0.04% 0.005%
58 9.703 2592 2601 2605 rBV5 969 1551 ©0.10% 0.013%
59 10.115 2724 2729 2730 rBvV3 517 409 0.03% 0.004%
60 10.202 2752 2756 2761 rVB3 300 324 0.02% ©0.003%
61 10.231 2761 2765 2768 rBV2 400 324 0.02% 0.003%
62 10.433 2825 2828 2834 rVB2 412 304 0.02% 0.003%
63 10.491 2840 2846 2853 rVB3 575 857 0.06% 0.007%
64 10.562 2865 2868 2872 rVB3 769 556 0.04% 0.005%
65 10.626 2877 2888 2893 rBV4 1112 1453 0.10% 0.012%
66 10.652 2894 2896 2901 rVB3 854 773 0.05% 0.007%
67 10.764 2917 2931 2950 rBV 400274 680580 45.59% 5.851%
68 10.967 2990 2994 2998 rBV3 350 298 0.02% 0.003%
69 11.054 3014 3021 3029 rVB3 358 583 0.04% 0.005%
70 11.115 3029 3040 3052 rBV6 3392 5581 ©.37% 0.048%
71 11.247 3078 3081 3084 rBV2 326 251 0.02% 0.002%
72 11.279 3084 3091 3092 rBV2 338 341 0.02% 0.003%
73 11.311 3097 3101 3110 rVB3 613 791 0.05% 0.007%
74 11.369 3115 3119 3121 rBV2 560 391 0.03% 0.003%
75 11.475 3144 3152 3163 rVB4 1103 2055 ©0.14% 0.018%
76 11.526 3163 3168 3172 rBV2 349 353 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83022\
Data File : VU@50526.D

Acqg On : 30 Aug 2022 19:41

Operator : SY/MD

Sample : N4345-13ME

Misc : 5.25g/5.0emL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 16 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\SFAMULMO83022WMA .M
Title : VOC Analysis
77 11.604 3189 3192 3196 rVB 317 240  0.02% 0.002%
78 11.751 3232 3238 3243 rBV4 1093 1478 0.10% 0.013%
79 11.816 3246 3258 3288 rVvV 703100 1121871 75.14% 9.645%
80 12.083 3338 3341 3345 rBV2 525 362 0.02% 0.003%
81 12.198 3362 3377 3397 rBV 488525 805176 53.93% 6.922%
82 12.485 3461 3466 3468 rBV2 305 301 0.02% 0.003%
83 12.645 3510 3516 3518 rBV2 347 368 0.02% 0.003%
84 12.713 3532 3537 3541 rVB3 628 664 0.04% 0.006%
85 12.735 3541 3544 3547 rBV 487 417 0.03% 0.004%
86 12.841 3574 3577 3580 rBV3 437 297 0.02% 0.003%
87 12.925 3600 3603 3607 rBV2 338 329 0.02% 0.003%
88 13.150 3670 3673 3676 rBV2 461 347 0.02% 0.003%
89 13.227 3693 3697 3701 rBV4 1112 1018 0.07% 0.009%
90 13.468 3764 3772 3774 rBV2 582 680 0.05% 0.006%
91 13.713 3844 3848 3855 rBV2 421 585 0.04% 0.005%
92 13.771 3863 3866 3868 rBV2 358 257 0.02% 0.002%
93 13.848 3886 3890 3899 rVBS 2499 3350 0.22% 0.029%
94 14.099 3959 3968 3976 rBV2 4415 6993 0.47% 0.060%
95 14.337 4035 4042 4056 rBV7 3040 4628 0.31% 0.040%
96 14.430 4069 4071 4075 rVB2 444 281 0.02% 0.002%
97 14.600 4121 4124 4126 rBV 424 275 0.02% 0.002%
98 14.626 4130 4132 4136 rVB3 636 414 0.03% 0.004%
99 14.780 4176 4180 4183 rBV3 404 319 0.02% 0.003%
100 15.710 4466 4469 4472 rBV4 952 687 0.05% 0.006%
Sum of corrected areas: 11631690
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU083022\
Data File : VU@50526.D

Acqg On : 30 Aug 2022 19:41

Operator : SY/MD

Sample : N4345-13ME

Misc : 5.25g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO83022WMA.M
Quant Title : VOC Analysis

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

Abundance TIC: VU050526.D\data.ms

700000
6.247

600000 5716

500000

400000

300000 2.520 6.69:

5.060
200000

1.591 4.655
100000 1897

1.48 mﬁﬂ 3.895%2 40094 4.340166 SEREBE65.56 5-98%9

\‘\\\\‘H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H|\\\\‘\H\‘\\\\‘H\\r\\H‘HH‘HH‘HH—WW_F‘HH‘ [TTTT T rrore R T (Ll

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60

Abundance TIC: VU050526.D\data.ms
9.420

o

700000 11816

600000 7.896
500000 121
400000 10.764

300000

8.665

200000

7.568 8.55
100000 8182
851 mmgz 7.700880 83864 WIS 0. 283 7903 1011020 , 10190 IEBEABEEN 751  12.08
T ‘ I
Time--> 7.00 750 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance TIC: VU050526.D\data.ms

O

700000

600000

500000

400000

300000

200000

100000

OL 12 48P RRERA928 31 B5PP 71 3.4681 3. J1R384814.0991 4 BR4 301 68 7. 780 15.710
T T ]—r T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T

Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM@83022WMA.M Mon Sep 05 02:56:46 2022 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU083022\
Data File : VU@50526.D

Acqg On : 30 Aug 2022 19:41

Operator : SY/MD

Sample : N4345-13ME

Misc : 5.25g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO83022WMA.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\VU@83022\
Data File : VU@50526.D

Acqg On : 30 Aug 2022 19:41

Operator : SY/MD

Sample : N4345-13ME

Misc : 5.25g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@83022WMA .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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