LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU113021\
Data File : VU@46028.D

Acqg On : 30 Nov 2021 12:36

Operator : SY/MD

Sample : M4833-19ME

Misc : 4.27g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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

Signal : TIC: VU@46028.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.600 74 81 100 rVB 90614 120492 15.33% 1.912%
2 1.919 171 180 199 rBV 54269 92794 11.80% 1.473%
3 2.555 369 378 390 rVB 138066 213970 27.22%  3.396%
4 3,182 564 573 574 rBV2 1893 2577 0.33% 0.041%
5 3.404 639 642 645 rBV 247 210 0.03% 0.003%
6 3.523 676 679 682 rBB 162 129 0.02% 0.002%
7 3.597 698 702 705 rBB 145 145 0.02% 0.002%
8 3.626 705 711 716 rBB 151 259 0.03% 0.004%
9 3.713 735 738 740 rBV 132 115 0.01% 0.002%
106 3.864 774 785 799 rBB2 2780 6006 0.76% ©.095%
11 3.922 800 803 806 rBV 154 148 0.02% 0.002%
12 4.192 885 887 890 rBvV 138 119 0.02% 0.002%
13 4.311 922 924 927 rBB 161 110 0.01% 0.002%
14 4.330 928 930 933 rBV 157 127 0.02% 0.002%
15 4.378 942 945 947 rBV 132 119 0.02% 0.002%
16 4.552 996 999 1002 rBB 128 113 0.01% 0.002%
17 4.668 1017 1035 1108 rBV 48993 230953 29.38% 3.666%
18 5.067 1143 1159 1185 rVB2 125504 304575 38.74% 4.834%
19 5.317 1224 1237 1251 rBB3 5973 12743 1.62% 0.202%
20 5.504 1292 1295 1299 rBB 143 125 0.02% 0.002%
21 5.722 1343 1363 1389 rBvV2 306819 786106 100.00% 12.477%
22 5.874 1407 1410 1412 rVWV 211 126 0.02% 0.002%
23 5.983 1434 1444 1459 rBV4 3544 9126 1.16% 0.145%
24  6.250 1512 1527 1555 rBV 240865 492247 62.62% 7.813%
25 6.433 1581 1584 1586 rBV 122 109 0.01% 0.002%
26 6.542 1606 1618 1632 rBV2 40625 81028 10.31% 1.286%
27 6.693 1650 1665 1690 rVB 168487 347820 44.25% 5.521%
28 6.806 1697 1700 1701 rBV 265 154 0.02% 0.002%
29 7.054 1773 1777 1782 rBB2 306 336 0.04% 0.005%
30 7.185 1811 1818 1820 rBV 1047 1013 0.13% 0.016%
31  7.517 1917 1921 1924 rBV 122 156 0.02% 0.002%
32 7.568 1924 1937 1963 rVvV2 87556 175754 22.36% 2.790%
33 7.700 1970 1978 1980 rBvV2 559 750 0.10% 0.012%
34 7.726 1984 1986 1989 rBB 340 207 0.03% 0.003%
35 7.800 2006 2009 2010 rVB 216 104 0.01% 0.002%
36 7.822 2013 2016 2021 rBB 166 203 0.03% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU113021\
Data File : VU@46028.D

Acqg On : 30 Nov 2021 12:36

Operator : SY/MD

Sample : M4833-19ME

Misc : 4.27g/5.emL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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 7.848 2022 2024 2027 rBV 222 132  0.02% 0.002%
38 7.902 2027 2041 2059 rBV 334810 652477 83.00% 10.356%
39 8.140 2112 2115 2117 rBV 162 138 0.02% 0.002%
40 8.185 2117 2129 2156 rVB 50642 118799 15.11% 1.886%
41  8.336 2173 2176 2180 rBB 126 113  0.01% 0.002%
42 8.362 2181 2184 2187 rBB 147 124 0.02% 0.002%
43 8.398 2192 2195 2197 rBV 132 117 0.01% 0.002%
44  8.459 2211 2214 2215 rBV 258 151 0.02% 0.002%
45  8.555 2236 2244 2251 rVB4 1552 2114 0.27% 0.034%
46 8.687 2261 2285 2324 rBV2 117889 395605 50.32% 6.279%
47 9.012 2383 2386 2389 rBB 154 125 0.02% 0.002%
48 9.121 2418 2420 2423 rBV 149 122 0.02% 0.002%
49 9.201 2441 2445 2449 rBV 199 234 0.03% 0.004%
50 9.372 2495 2498 2500 rBvV 133 119 0.02% 0.002%
51 9.426 2500 2515 2541 rVV 258589 625536 79.57%  9.929%
52 9.526 2543 2546 2548 rBV 142 118 0.02% 0.002%
53 9.587 2556 2565 2572 rvVvB2 377 674 0.09% 0.011%
54 9.661 2581 2588 2590 rBV 214 291 0.04% 0.005%
55 9.703 2593 2601 2602 rBvV2 1005 1222  0.16% 0.019%
56 9.748 2612 2615 2619 rVB2 292 201 0.03% 0.003%
57 9.822 2634 2638 2640 rBB 139 117 0.01% 0.002%
58 9.838 2640 2643 2646 rBV 178 165 ©0.02% 0.003%
59 9.883 2654 2657 2664 rBB 171 218 0.03% 0.003%
60 10.102 2721 2725 2726 rBV2 340 240 0.03% 0.004%
61 10.423 2816 2825 2827 rBV 188 280 0.04% 0.004%
62 10.491 2843 2846 2849 rBV2 258 185 0.02% 0.003%
63 10.574 2869 2872 2876 rBV 191 204 0.03% ©0.003%
64 10.671 2893 2902 2918 rVB4 3139 5045 0.64% ©0.080%
65 10.774 2919 2934 2950 rBV 232554 387390 49.28% 6.149%
66 10.835 2950 2953 2956 rBV 186 111 0.01% 0.002%
67 10.867 2958 2963 2967 rBV2 498 711 0.09% 0.011%
68 11.005 2999 3006 3017 rBV2 824 1715 0.22% 0.027%
69 11.089 3029 3032 3033 rBV2 424 277 0.04% 0.004%
70 11.208 3065 3069 3075 rBV 337 276 0.04% 0.004%
71 11.298 3093 3097 3099 rBV 317 291 0.04% 0.005%
72 11.410 3128 3132 3134 rBV2 216 174 0.02% 0.003%
73 11.459 3141 3147 3148 rBV2 2161 2020 0.26% 0.032%
74 11.584 3180 3186 3191 rVB 384 489 0.06% 0.008%
75 11.696 3215 3221 3231 rBV5S 1608 2447 0.31% 0.039%

76 11.822 3247 3260 3279 rBV 384129 613050 77.99% 9.730%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU113021\
Data File : VU@46028.D

Acqg On : 30 Nov 2021 12:36
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Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.889 3279 3281 3282 rBV 253 105 ©0.01% 0.002%
78 12.114 3344 3351 3354 rBV2 540 764 0.10% 0.012%
79 12.201 3366 3378 3393 rVB 356871 573574 72.96% 9.104%
80 12.269 3397 3399 3404 rVB 286 126 0.02% 0.002%
81 12.330 3410 3418 3425 rBV3 5243 7099 0.90% 0.113%
82 12.385 3430 3435 3436 rBV 275 232 0.03% 0.004%
83 12.404 3436 3441 3446 rVB2 491 516 0.07% 0.008%
84 12.462 3456 3459 3461 rBV2 159 119 0.02% 0.002%
85 12.577 3489 3495 3498 rBV2 380 463 0.06% 0.007%
86 12.626 3506 3510 3513 rBV 210 213 0.03% 0.003%
87 12.664 3520 3522 3527 rVB4 436 280 0.04% 0.004%
88 12.941 3605 3608 3609 rBV 195 110 0.01% 0.002%
89 13.224 3693 3696 3699 rBV 278 183 0.02% 0.003%
90 13.433 3753 3761 3768 rBV2 5504 7353  0.94% 0.117%
91 13.587 3803 3809 3815 rVB3 1383 1742 0.22% 0.028%
92 14.002 3932 3938 3944 rVB3 901 989 0.13% 0.016%
93 14.192 3987 3997 4003 rBV6 1509 2635 0.34% 0.042%
94 14.362 4045 4050 4053 rBV2 229 225 0.03% 0.004%
95 14.452 4070 4078 4087 rBV2 4730 6694 0.85% 0.106%
96 14.561 4109 4112 4113 rBV 379 203 0.03% 0.003%
97 14.613 4123 4128 4130 rBV4 350 322 0.04% 0.005%
98 14.934 4226 4228 4230 rBV4 371 188 ©0.02% ©0.003%
99 14.976 4238 4241 4245 rBV3 549 409 0.05% 0.006%
100 15.201 4306 4311 4312 rBV3 1155 891 0.11% 0.014%
Sum of corrected areas: 6300320
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU113021\
Data File : VU@46028.D

Acqg On : 30 Nov 2021 12:36

Operator : SY/MD

Sample : M4833-19ME

Misc : 4.27g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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

Abundance TIC: VU046028.D\data.ms

350000

5.722

300000
250000 6.250

200000
6.69(

150000 2.555
5.067

100000 1.600

1.919 4.668

50000 6.542

3.1823. 4e43m1@§©¢2 4.10U%B08.55 5316504 | \5. 854983 6. 43&

Time--> 1.40 1.60 1.80 2.00 2.20 2.40 2.60 2.80 3.00 3.20 340 3.60 380 4.00 420 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 600 6.20 6.40 6.60
Abundance TIC: VU046028.D\data.ms

o

11.822 105
350000 7.902

300000
9.426

250000 10.774
200000

150000

8.687
100000 7.568
50000 8185
806 7.0594185 7.5 5 90&292209 102 1(1@131%?6 PI0POBI46%8469b1.8892.1]+«
e e

‘ : : T
Time--> 7.00 7.50 8.0 9 00 9 50 10 00 10 50 11.00 11.50 12.00
Abundance TIC: VU046028.D\data.ms

o

350000

300000

250000

200000

150000

100000

50000

Ok%mmm 12.941 13.2243.483587  14.004.192156$0%613 1209765.201
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 ‘ 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

SFAMULM112921WMA.M Wed Dec 01 18:15:22 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU113021\
Data File : VU@46028.D

Acqg On : 30 Nov 2021 12:36

Operator : SY/MD

Sample : M4833-19ME

Misc : 4.27g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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
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\VU113021\
Data File : VU@46028.D

Acqg On : 30 Nov 2021 12:36

Operator : SY/MD

Sample : M4833-19ME

Misc : 4.27g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 6 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|

SFAMULM112921WMA.M Wed Dec 01 18:15:23 2021 5



