LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121521\
Data File : VU@46398.D

Acqg On : 15 Dec 2021 15:48

Operator : SY/MD

Sample : M5023-20ME

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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@46398.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.485 39 45 52 rBV 3463 4871 0.11% 0.054%
2 1.601 74 81 108 rBvV 25591 50584 1.14% 0.557%
3 1.887 159 170 222 rVB 109576 243441 5.49% 2.680%
4 2.157 250 254 257 rBV5 468 467 0.01% 0.005%
5 2.559 368 379 396 rBV2 72401 150527 3.40% 1.657%
6 2.781 441 448 450 rBV3 501 625 0.01% ©0.007%
7 2.838 464 466 472 rVB3 305 182 0.00% 0.002%
8 2.961 495 504 510 rBV6 1754 2893 0.97% 0.032%
9 3.041 527 529 537 rVB5 933 1108 0.02% 0.012%
106 3.073 537 539 540 rBV5 336 139 0.00% 0.002%
11 3.134 555 558 561 rBV 156 162 ©0.00% 0.002%
12 3.182 561 573 574 rBvV 2003 2729 0.06% 0.030%
13 3.292 604 607 610 rVB 205 157 0.00% 0.002%
14 3.311 610 613 615 rBV 172 149 0.00% 0.002%
15 3.456 655 658 660 rBV 170 131 ©0.00% 0.001%
16 3.552 685 688 693 rBB 157 183 0.00% 0.002%
17 3.864 771 785 804 rVB 24884 58749 1.33% 0.647%
18 4.073 844 850 853 rW2 381 464 0.01% 0.005%
19 4.092 853 856 864 rvB2 494 638 0.01% 0.007%
20 4.276 910 913 917 rBB 141 149 0.00% 0.002%
21 4.665 1018 1034 1052 rBV3 33624 115156 2.60% 1.268%
22 5.067 1140 1159 1186 rBV 72374 168761 3.81% 1.858%
23 5.385 1254 1258 1262 rBV 278 254 0.01% ©.003%
24  5.446 1274 1277 1282 rBV 175 219 0.00% 0.002%
25 5.510 1294 1297 1301 rVVv2 314 318 ©0.01% 0.004%
26 5.546 1304 1308 1312 rVB 211 220 0.00% 0.002%
27 5.723 1342 1363 1393 rBB2 155974 404077  9.12%  4.449%
28 5.887 1411 1414 1417 rBB 156 129 0.00% 0.001%
29 5.983 1435 1444 1456 rBvV3 2771 6322 0.14% 0.070%
30 6.169 1500 1502 1506 rBV 141 143 0.00% ©0.002%
31 6.250 1512 1527 1555 rBV 185301 376541 8.49%  4.146%
32 6.542 1604 1618 1636 rBV 289762 549330 12.39% 6.048%
33  6.694 1651 1665 1690 rVB 89556 188540 4.25%  2.076%
34 7.234 1829 1833 1834 rBV 489 335 0.01% 0.004%
35 7.243 1834 1836 1839 rvB2 580 334 0.01% 0.004%
36 7.317 1857 1859 1862 rVB 235 133  0.00% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121521\
Data File : VU@46398.D

Acqg On : 15 Dec 2021 15:48

Operator : SY/MD

Sample : M5023-20ME

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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 7.391 1879 1882 1887 rBB 158 151 0.00% 0.002%
38 7.459 1900 1903 1906 rBV 183 167 ©0.00% 0.002%
39 7.571 1926 1938 1967 rBB 41336 90529 2.04% 0.997%
40 7.793 2004 2007 2008 rBV 330 155 0.00% 0.002%
41  7.903 2028 2041 2057 rBV 151497 306322 6.91% 3.373%
42 8.189 2118 2130 2154 rBV3 21264 62874 1.42% 0.692%
43 8.465 2213 2216 2218 rBV 365 241 0.01% 0.003%
44  8.481 2219 2221 2224 rW 493 351 ©0.01% ©0.004%
45  8.558 2226 2245 2264 rVV 2516828 4432665 100.00% 48.805%
46 8.693 2265 2287 2316 rVB2 77080 272194 6.14% 2.997%
47  8.938 2360 2363 2367 rBV 155 178 0.00% 0.002%
48  9.144 2425 2427 2431 rVB 170 140 0.00% 0.002%
49 9.243 2455 2458 2461 rVB 183 151 0.00% 0.002%
50 9.343 2485 2489 2492 rBB 121 127 0.00% 0.001%
51 9.369 2493 2497 2499 rBV 247 206 0.00% 0.002%
52 9.430 2502 2516 2544 rVB 208525 508681 11.48% 5.601%
53 9.571 2557 2560 2564 rBV2 318 385 0.01% 0.004%
54 9.661 2585 2588 2593 rBB 147 166 ©0.00% 0.002%
55 9.703 2596 2601 2605 rBB3 451 480 0.01% 0.005%
56 9.764 2617 2620 2623 rBvV 147 149 0.00% 0.002%
57 9.851 2643 2647 2649 rBV 140 148 0.00% 0.002%
58 10.002 2688 2694 2697 rBV 152 215 0.00% 0.002%
59 10.050 2707 2709 2712 rBV 158 130 0.00% 0.001%
60 10.115 2721 2729 2735 rBV3 1008 1643 0.04% 0.018%
61 10.166 2742 2745 2747 rBV 151 132 0.00% 0.001%
62 10.205 2752 2757 2763 rBV 190 285 0.01% 0.003%
63 10.295 2778 2785 2789 rBB 177 291 0.01% 0.003%
64 10.324 2790 2794 2798 rBV 120 153 0.00% 0.002%
65 10.504 2846 2850 2852 rBV 153 156 ©0.00% 0.002%
66 10.546 2861 2863 2866 rBV2 243 128 0.00% 0.001%
67 10.610 2879 2883 2886 rBB 170 162 0.00% 0.002%
68 10.645 2887 2894 2898 rBV 141 242 0.01% ©0.003%
69 10.674 2898 2903 2904 rBV 322 281 0.01% 0.003%
70 10.777 2922 2935 2951 rVB 156052 266689 6.02% 2.936%
71 10.899 2967 2973 2978 rBV2 524 663 0.01% 0.007%
72 11.005 3002 3006 3008 rBV 242 205 0.00% 0.002%
73 11.118 3035 3041 3043 rBV4 580 525 0.01% 0.006%
74 11.169 3055 3057 3061 rVB 156 132 0.00% 0.001%
75 11.205 3061 3068 3071 rBV 209 305 ©0.01% 0.003%
76 11.308 3095 3100 3103 rBV2 311 342 0.01% ©0.004%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121521\
Data File : VU@46398.D

Acqg On : 15 Dec 2021 15:48

Operator : SY/MD

Sample : M5023-20ME

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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 11.465 3146 3149 3150 rBV 526 335 0.01% 0.004%
78 11.607 3188 3193 3197 rBV 224 286 0.01% ©0.003%
79 11.822 3247 3260 3276 rBV 308601 484649 10.93% 5.336%
80 11.906 3283 3286 3288 rBV2 235 158 ©0.00% 0.002%
81 11.970 3303 3306 3312 rVB 245 261 ©0.01% ©0.003%
82 12.047 3328 3330 3333 rBV 180 146 0.00% 0.002%
83 12.201 3365 3378 3396 rBV 193307 311500 7.03%  3.430%
84 12.770 3551 3555 3563 rVB 600 820 0.02% 0.009%
85 13.108 3655 3660 3666 rBV 151 187 ©0.00% 0.002%
86 13.256 3698 3706 3708 rBV 163 189 ©0.00% 0.002%
87 14.581 4110 4118 4126 rBV2 534 828 0.02% 0.009%
88 14.677 4143 4148 4153 rBV 115 156 ©0.00% 0.002%
89 14.867 4203 4207 4211 rBV2 220 149 0.00% 0.002%
90 15.240 4318 4323 4325 rBV 136 142 0.00% 0.002%
91 15.314 4342 4346 4349 rBV 184 138 ©0.00% 0.002%
92 15.407 4372 4375 4378 rBV2 150 138 0.00% 0.002%
93 15.561 4419 4423 4428 rBV2 191 231 0.01% 0.003%
94 15.629 4441 4444 4448 rBV2 162 156 0.00% 0.002%
95 15.680 4455 4460 4465 rVB2 256 332 0.01% 0.004%
96 15.992 4546 4557 4565 rBV2 318 796 0.02% 0.009%
97 16.192 4610 4619 4625 rBV3 883 1541 0.03% 0.017%
98 16.266 4640 4642 4648 rVB2 376 247 0.01% 0.003%
99 16.606 4744 4748 4754 rBV3 324 359 0.01% 0.004%
100 16.690 4771 4774 4778 rBV2 324 270 0.01% 0.003%
Sum of corrected areas: 9082313
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121521\
Data File : VU@46398.D

Acqg On : 15 Dec 2021 15:48

Operator : SY/MD

Sample : M5023-20ME

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  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 .
2500000 TIC: VU046398.D\data.ms

2000000
1500000
1000000

500000
6.542

1.887 2.559 5.067 5123 6.250 6.69:
1.48%01 “n 21 2 78RV BARRZAA. 45652 3.864qmmn. 276  4.665 23606 /\ 5.98 e/i

T T T T T T I T T TrorT \\‘\\\\‘\\\\‘\\\\|‘v—v—r\‘W—F\|T\\\‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\H‘\\\\‘\H\‘HH‘HH‘HH‘HH‘HH \\\\‘\\\\‘\\\\‘\\\\

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 : . .
2500000 8 658 TIC: VU046398.D\data.ms

o

2000000

1500000

1000000

500000

11.822 )

7.903 8603 9430 10.777 12z

0 7229 17.793\_ 8.189 g, 8,938, mm@&g SEEBA50LORIE amﬁo.smmm&%em mzmwﬂ

S £ Ll S Ao L.
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

Abundance .
2500000 TIC: VU046398.D\data.ms

2000000

1500000

1000000

500000

ok 12770 _13.108256 o A BE0TA.867  193/8AGSEB60 15,9666 16160690 e

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 Tue Dec 21 16:26:22 2021 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121521\
Data File : VU@46398.D

Acqg On : 15 Dec 2021 15:48

Operator : SY/MD

Sample : M5023-20ME

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 13  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
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121521\
Data File : VU@46398.D

Acqg On : 15 Dec 2021 15:48

Operator : SY/MD

Sample : M5023-20ME

Misc : 6.26g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 13  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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