LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@43023\
Data File : VU@54007.D

Acqg On : 29 Apr 2023 23:32

Operator : JC/MD

Sample : 02548-29ME

Misc : 5.82g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 29 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\SFAMULM@42923WMA.M
Title : VOC Analysis

Signal : TIC: VU@54007.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.597 72 80 102 rBV 93244 144613 13.60% 1.796%
2 1.906 169 176 193 rBV 53119 106591 10.02% 1.324%
3 2.546 363 375 395 rBV 221569 359695 33.82% 4.468%
4 2.642 398 405 408 rBvV3 2451 3240 0.30% 0.040%
5 2.764 440 443 445 rBV2 420 268 0.03% 0.003%
6 2.922 488 492 497 rBV2 274 321 0.03% 0.004%
7 3.041 518 529 541 rBV6 2173 4896 0.46% 0.061%
8 3.173 567 570 573 rBV2 337 276 0.03% 0.003%
9 3.205 577 580 585 rVB2 349 257 0.02% 0.003%
106 3.234 585 589 591 rBV2 320 249 0.02% ©0.003%
11 3.321 613 616 619 rvw2 459 394 0.04% 0.005%
12 3.456 653 658 661 rBvV2 323 311 0.03% 0.004%
13 3.478 661 665 668 rBv 406 280 0.03% 0.003%
14 3.565 688 692 696 rVB2 239 255 0.02% 0.003%
15 3.678 723 727 730 rBV3 601 494 0.05% 0.006%
16 3.742 745 747 750 rVB 361 218 0.02% 0.003%
17 3.797 759 764 768 rBV 277 297 0.03% 0.004%
18 3.883 787 791 795 rBvV2 281 285 0.03% 0.004%
19 4.006 823 829 833 rBV 252 319 0.03% 0.004%
20 4.096 853 857 860 rBV2 357 226 0.02% ©0.003%
21 4.536 986 994 998 rBV 270 332 0.03% 0.004%
22 4.636 1013 1025 1073 rBV 49536 193032 18.15% 2.398%
23 5.057 1139 1156 1179 rBV 174601 412263 38.76% 5.121%
24 5.198 1197 1200 1202 rBV3 638 464 0.04% 0.006%
25 5.211 1202 1204 1208 rVB5 811 487 ©0.05% 0.006%
26 5.333 1236 1242 1243 rBV2 555 477 0.04% 0.006%
27 5.404 1259 1264 1270 rVB2 246 329 0.03% 0.004%
28 5.517 1296 1299 1304 rVB 318 245 0.02% ©0.003%
29 5.546 1304 1308 1314 rBv2 244 327 0.03% 0.004%
30 5.716 1338 1361 1382 rBV2 402446 1063520 100.00% 13.212%
31 5.973 1434 1441 1443 rBV3 1587 1807 0.17% 0.022%
32 6.063 1464 1469 1472 rBV 421 367 0.03% 0.005%
33  6.240 1507 1524 1553 rBV = 325948 643606 60.52%  7.995%
34 6.401 1571 1574 1580 rBV4 429 483 0.05% 0.006%
35 6.449 1587 1589 1594 rVB 332 236 0.02% 0.003%
36 6.520 1604 1611 1621 rBV8 3915 7401 0.70% 0.092%
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Title : VOC Analysis
37 6.600 1625 1636 1639 rBV5 2759 4035 ©0.38% 0.050%
38 6.684 1648 1662 1685 rBV 241556 474704 44.64% 5.897%
39 6.899 1727 1729 1735 rVB2 292 247 0.02% 0.003%
40 7.192 1815 1820 1823 rBV5 1285 1348 0.13% 0.017%
41  7.488 1907 1912 1916 rVVv2 194 245 0.02% ©0.003%
42 7.562 1919 1935 1964 rBV 121094 233516 21.96% 2.901%
43 7.793 2004 2007 2012 rVB2 251 210 0.02% 0.003%
44  7.838 2018 2021 2024 rBV 344 255 0.02% 0.003%
45  7.893 2024 2038 2062 rBV 478844 872643 82.05% 10.841%
46  8.076 2091 2095 2098 rBV2 626 515 0.05% 0.006%
47  8.176 2114 2126 2160 rVV2 70910 161699 15.20% 2.009%
48 8.288 2160 2161 2166 rvV 320 213  0.02% ©0.003%
49 8.311 2166 2168 2172 rVV2 347 212 0.02% 0.003%
50 8.346 2177 2179 2185 rvv3 373 359 0.03% 0.004%
51 8.465 2212 2216 2219 rBV 286 278 0.03% 0.003%
52 8.546 2233 2241 2251 rVB7 2574 4049 0.38% 0.050%
53 8.658 2260 2276 2306 rBV 204610 439354 41.31% 5.458%
54  8.787 2314 2316 2318 rBvV2 473 306 ©0.03% 0.004%
55  8.954 2364 2368 2372 rvv3 285 281 0.03% 0.003%
56 9.108 2409 2416 2419 rBv2 253 342 0.03% 0.004%
57 9.275 2462 2468 2474 rBV2 290 385 0.04% 0.005%
58 9.417 2498 2512 2537 rVW 397009 788839 74.17%  9.800%
59 9.571 2551 2560 2568 rVB5 1017 1668 0.16% 0.021%
60 9.645 2580 2583 2587 rVB2 277 226 0.02% ©0.003%
61 9.697 2587 2599 2610 rBV5 2281 4347 0.41% 0.054%
62 9.941 2672 2675 2679 rBV2 213 212 0.02% 0.003%
63 10.111 2716 2728 2731 rBV3 1141 1616 0.15% 0.020%
64 10.308 2785 2789 2792 rBV 296 256 0.02% 0.003%
65 10.446 2829 2832 2834 rBV2 306 216 0.02% ©0.003%
66 10.462 2834 2837 2840 rVB2 351 259 0.02% ©0.003%
67 10.484 2840 2844 2849 rBV2 562 563 0.05% 0.007%
68 10.542 2857 2862 2863 rBV2 314 229 0.02% 0.003%
69 10.613 2880 2884 2887 rBV3 362 233 0.02% 0.003%
70 10.645 2891 2894 2898 rVv2 349 292 0.03% 0.004%
71 10.761 2916 2930 2945 rBV 314563 507218 47.69% 6.301%
72 10.893 2966 2971 2974 rBV2 453 401 0.04% 0.005%
73 11.073 3024 3027 3033 rVB2 295 276 0.03% 0.003%
74 11.105 3033 3037 3038 rBV2 478 352 0.03% 0.004%
75 11.147 3046 3050 3053 rBV 236 244  0.02% ©0.003%
76 11.217 3069 3072 3079 rVV2 286 279 0.03% 0.003%

SFAMULMO42923WMA.M Tue May 02 14:24:30 2023 2



LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@43023\
Data File : VU@54007.D

Acqg On : 29 Apr 2023 23:32

Operator : JC/MD

Sample : 02548-29ME

Misc : 5.82g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 29 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\SFAMULM@42923WMA.M
Title : VOC Analysis

77 11.279 3088 3091 3094 rBV 291 247 0.02% ©0.003%
78 11.314 3099 3102 3106 rVB2 326 231 0.02% 0.003%
79 11.478 3150 3153 3157 rVB3 295 282 0.03% 0.004%
80 11.751 3232 3238 3244 rVB4 662 920 0.09% 0.011%

81 11.809 3244 3256 3279 rBV 491001 779177 73.26% .680%
82 12.192 3361 3375 3392 rBV 502516 811402 76.29% 10.080%

o

83 12.401 3435 3440 3441 rBV 283 225 0.02% 0.003%
84 12.909 3595 3598 3603 rBV3 408 388 0.04% 0.005%
85 13.333 3726 3730 3733 rBV 468 380 0.04% 0.005%
86 13.828 3881 3884 3886 rBV 332 230 0.02% 0.003%
87 13.999 3934 3937 3943 rBV 326 366 0.03% 0.005%
88 14.243 4010 4013 4015 rBvV 339 224 0.02% 0.003%
89 14.311 4029 4034 4036 rBV3 470 436 0.04% 0.005%
990 14.330 4038 4040 4042 rBvV2 674 364 0.03% 0.005%
91 14.442 4072 4075 4079 rBvV2 280 233 0.902% 0.003%
92 14.507 4091 4095 4096 rBV2 432 293 0.03% 0.004%
93 14.545 4104 4107 4109 rBV2 340 278 0.03% 0.003%
94 14.635 4132 4135 4140 rBV 356 339 0.03% 0.004%
95 14.754 4169 4172 4177 rBV2 366 239 0.02% 0.003%
96 14.783 4177 4181 4183 rBV 339 275 0.03% 0.003%
97 14.970 4236 4239 4242 rBV2 371 278 0.03% 0.003%
98 15.317 4345 4347 4353 rVB 448 370 0.03% 0.005%
99 15.757 4482 4484 4487 rBV2 500 331 0.03% 0.004%
100 15.831 4503 4507 4508 rBV2 592 445 0.04% 0.006%
Sum of corrected areas: 8049736
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

. 02548-29ME
: 5.82g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH
: 29  Sample Multiplier: 1

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU043023\

: VU@54007.D
: 29 Apr 2023 23:32

JC/MD

d : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.M
: VOC Analysis

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

Abundance :
dance TIC: VU054007.D\data.ms
400000 5.716
6.240
300000
6.68¢
2.546
200000 5 057
100000 1.597
1.906 4.636
0 .642762.93 D40 FHA 7R /558 B FRPATD696 453 5, IS JAHELE 5.97663 | 6610
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“—Y_F\ﬁ/\\y_ﬁ"W\m\T\ﬁﬁT‘T\ﬁ‘ﬁm\ﬁ\\\\ [ \T‘—V_r\\—w\\\ \/TTW‘\\\‘T/\\Y’
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: VU054007.D\data.ms
500000 7.893 11.809 124
400000 9.417
10.761
300000
8.658
200000
7.562
100000 8176
0,6:899 7.192 7488 777838 8.07 G545 6.788.950.109.27 9.5%697 9.940. 1110 IR 0. 81 OVIPIZA . 478 11.75
W_ﬁ‘—'_ﬁ‘-%hf T T 7_h“?r—‘_\—Y_7 T T T T T T T ‘ T T T /—'7 T T T T ‘ T T T T ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance :
dance TIC: VU054007.D\data.ms
400000
300000
200000
100000
12.401 12,909  13.333 13.828.9991 J2VBAMMERTERSEAR. 070 15.317 1513931
O' T ‘ T T T ‘ T T T T ‘ T \—"‘7 T T T ‘ 1 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
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU043023\
Data File : VU@54007.D

Acqg On : 29 Apr 2023 23:32

Operator : JC/MD

Sample : 02548-29ME

Misc : 5.82g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.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@43023\
Data File : VU@54007.D

Acqg On : 29 Apr 2023 23:32

Operator : JC/MD

Sample : 02548-29ME

Misc : 5.82g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 29 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@42923WMA.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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