LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83122\
Data File : VU@50563.D

Acqg On ¢ 31 Aug 2022 20:53

Operator : SY/MD

Sample : N4363-16MERE

Misc : 5.56g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 19 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@50563.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.594 71 79 118 rBV 113398 182195 10.50% 1.559%
2 1.893 166 172 193 rBV 94488 136093 7.84% 1.164%
3 2.549 364 376 396 rBV 320420 514538 29.66% 4.402%
4 2.700 420 423 428 rvB3 504 382 0.02% 0.003%
5 2.732 428 433 437 rBV 337 300 0.02% 0.003%
6 2.755 438 440 443 rBV 169 114 0.01% 0.001%
7 2.819 457 460 463 rVB 272 222  0.01% 0.002%
8 2.867 472 475 478 rBV 206 126 0.01% 0.001%
9 2.925 490 493 501 rVB2 256 258 0.01% 0.002%
106 3.038 518 528 539 rBV2 2809 5001 ©.29% 0.043%
11 3.176 559 571 589 rBV 4752 11452 0.66% 0.098%
12 3.356 624 627 632 rBvV 255 140 0.01% 0.001%
13 3.430 648 650 653 rBV 187 104 0.01% ©0.001%
14 3.475 661 664 666 rBv 182 130 0.01% 0.001%
15 3.543 683 685 689 rVB 192 97 0.01% 0.001%
16 3.616 705 708 713 rVWV 267 172 0.01% 0.001%
17 3.661 719 722 727 rVB2 200 193 0.01% 0.002%
18 3.716 736 739 743 rW 240 204 0.01% 0.002%
19 3.925 801 804 805 rBV 201 110 0.01% 0.001%
20 4.041 837 840 842 rVB 204 100 0.01% ©0.001%
21 4.083 847 853 858 rBv2 170 165 ©0.01% 0.001%
22 4.108 858 861 866 rBB 168 109 0.01% 0.001%
23 4.137 867 870 872 rBV 198 98 0.01% 0.001%
24 4,221 890 896 899 rBV 194 207 0.01% ©0.002%
25 4.433 957 962 964 rBvV2 145 107 0.01% 0.001%
26 4.449 964 967 969 rvv2 169 108 0.01% 0.001%
27 4.542 993 996 999 rBV2 165 140 0.01% ©0.001%
28 4.636 1008 1025 1071 rBV 138580 442583 25.51%  3.786%
29 5.060 1140 1157 1186 rBV 306190 676022 38.96% 5.783%
30 5.292 1221 1229 1232 rBV3 568 871 0.05% 0.007%
31 5.366 1248 1252 1255 rBV 290 300 0.02% 0.003%
32 5.507 1293 1296 1297 rBV 149 106 0.01% 0.001%
33 5.578 1314 1318 1321 rVB2 179 161 0.01% 0.001%
34 5.719 1341 1362 1396 rVV2 666219 1735004 100.00% 14.842%
35 5.983 1434 1444 1451 rBV7 1931 3808 0.22% 0.033%
36 6.028 1455 1458 1462 rVB3 390 313 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83122\
Data File : VU@50563.D

Acqg On ¢ 31 Aug 2022 20:53

Operator : SY/MD

Sample : N4363-16MERE

Misc : 5.56g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 19 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 6.057 1462 1467 1469 rBvV2 220 220 0.01% 0.002%
38 6.247 1510 1526 1547 rBV 378821 724687 41.77%  6.199%
39 6.475 1592 1597 1599 rBV2 279 297 0.02% 0.003%
40 6.520 1608 1611 1613 rBV2 1446 1078 0.06% 0.009%
41 6.603 1625 1637 1641 rBv4 997 1766 0.10% 0.015%
42 6.690 1649 1664 1693 rBV 400967 790233 45.55% 6.760%
43 6.931 1736 1739 1744 rVV2 175 160 0.01% 0.001%
44  6.983 1752 1755 1759 rVB2 183 115 ©0.01% 0.001%
45 7.009 1759 1763 1768 rVB2 236 188 ©0.01% 0.002%
46 7.144 1801 1805 1807 rBvV2 135 110 0.01% 0.001%
47  7.192 1813 1820 1822 rBV3 948 975 0.06% 0.008%
48 7.459 1898 1903 1908 rVB2 211 241 0.01% 0.002%
49 7.484 1908 1911 1913 rBV 211 173 0.01% 0.001%
50 7.520 1919 1922 1923 rBV 156 110 0.01% 0.001%
51 7.565 1924 1936 1959 rVV 184427 329410 18.99%  2.818%
52 7.742 1989 1991 1994 rBV2 386 298 0.02% 0.003%
53 7.838 2016 2021 2025 rBV3 231 241 0.01% ©0.002%
54 7.896 2025 2039 2061 rBV 782337 1348222 77.71% 11.533%
55  8.179 2116 2127 2146 rBV 127352 219572 12.66% 1.878%
56 8.327 2170 2173 2176 rBV 348 279 0.02% 0.002%
57 8.410 2195 2199 2203 rVB3 351 297 0.02% ©0.003%
58 8.507 2227 2229 2232 rBV2 189 119 0.01% 0.001%
59 8.552 2235 2243 2252 rVB4 6287 9921 0.57% 0.085%
60  8.645 2258 2272 2304 rBV2 453772 971667 56.00%  8.312%
61 8.925 2354 2359 2365 rBV3 463 602 0.03% 0.005%
62 8.964 2369 2371 2373 rBV2 385 185 0.01% 0.002%
63 9.198 2441 2444 2448 rBv2 218 164 0.01% 0.001%
64  9.221 2448 2451 2453 rVW 217 149 0.01% 0.001%
65  9.243 2455 2458 2462 rVB 273 189 0.01% 0.002%
66 9.288 2469 2472 2474 rBv2 221 130 0.01% 0.001%
67 9.304 2474 2477 2483 rVB 308 303 0.02% 0.003%
68 9.333 2483 2486 2488 rBV 242 186 ©0.01% 0.002%
69 9.417 2496 2512 2533 rBV 516618 863178 49.75% 7.384%
70  9.603 2567 2570 2573 rVB 473 218 0.01% 0.002%
71 9.777 2621 2624 2625 rBV2 159 96 0.01% 0.001%
72 9.819 2634 2637 2641 rBV 294 252 0.01% 0.002%
73 9.883 2654 2657 2659 rBV2 190 141 0.01% ©0.001%
74 9.912 2663 2666 2668 rVB 201 104 0.01% ©0.001%
75 9.960 2677 2681 2686 rBV 244 304 0.02% 0.003%
76 10.102 2721 2725 2728 rBV2 144 119 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83122\
Data File : VU@50563.D

Acqg On ¢ 31 Aug 2022 20:53

Operator : SY/MD

Sample : N4363-16MERE

Misc : 5.56g/5.0mL/100uL/5.0emL/MSVOA_U/MEOH

ALS Vvial : 19 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
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Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULMO83022WMA .M
Title : VOC Analysis
77 10.208 2754 2758 2761 rBV 224 176 0.01% ©0.001%
78 10.291 2781 2784 2790 rVB2 387 359 0.02% 0.003%
79 10.533 2856 2859 2862 rBV 281 225 0.01% 0.002%
80 10.700 2909 2911 2916 rVB 249 118 0.01% 0.001%
81 10.758 2916 2929 2952 rBV 586997 946404 54.55%  8.096%
82 10.963 2990 2993 2996 rBV2 234 148 0.01% 0.001%
83 10.980 2996 2998 3000 rBV 190 124 0.01% 0.001%
84 11.118 3038 3041 3043 rBV 356 164 0.01% ©0.001%
85 11.282 3090 3092 3099 rVB 293 243  0.01% 0.002%
86 11.452 3141 3145 3148 rBV 186 179 0.01% 0.002%
87 11.812 3245 3257 3273 rBV 439215 679759 39.18% 5.815%
88 11.973 3303 3307 3311 rBV2 183 169 ©0.01% 0.001%
89 11.996 3312 3314 3316 rVB 244 102 0.01% 0.001%
90 12.095 3342 3345 3349 rBV 322 273 0.02% 0.002%
91 12.195 3362 3376 3402 rBV 688494 1080437 62.27% 9.242%
92 12.401 3437 3440 3441 rBV 372 139 0.01% 0.001%
93 12.455 3453 3457 3464 rBV2 343 499 0.03% 0.004%
94 12.491 3465 3468 3471 rBV 302 272 0.02% 0.002%
95 12.639 3512 3514 3518 rBV 286 197 0.01% 0.002%
96 13.008 3626 3629 3637 rVB2 295 365 0.02% 0.003%
97 13.044 3637 3640 3643 rBV2 253 226 0.01% 0.002%
98 13.243 3698 3702 3704 rBV 469 295 0.02% 0.003%
99 13.481 3774 3776 3778 rBV 293 153 0.01% 0.001%
100 14.108 3969 3971 3973 rBV2 315 152 0.01% 0.001%
Sum of corrected areas: 11689904
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83122\
Data File : VU@50563.D

Acqg On : 31 Aug 2022 20:53

Operator : SY/MD

Sample : N4363-16MERE

Misc : 5.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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: VU050563.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@83122\
Data File : VU@50563.D

Acqg On : 31 Aug 2022 20:53

Operator : SY/MD

Sample : N4363-16MERE

Misc : 5.56g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 19 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@83122\
Data File : VU@50563.D

Acqg On ¢ 31 Aug 2022 20:53

Operator : SY/MD

Sample : N4363-16MERE

Misc : 5.56g/5.0mL/100ulL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 19 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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