LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46672.D

Acqg On : 05 Jan 2022 19:07

Operator : SY/MD

Sample : N1025-03

Misc : 5.68g/5.0mL/100uL/5.0mL/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\SFAMULMO10522WMA .M
Title : VOC Analysis

Signal : TIC: VU@46672.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.604 74 82 113 rVB 48072 101839 15.31% 1.877%
2 1.919 172 180 189 rBV 24303 46462 6.98% 0.856%
3 2.552 366 377 395 rBV 112424 189929 28.55%  3.500%
4 2.768 441 444 455 rVB2 401 598 0.09% 0.011%
5 2.909 485 488 490 rBV 175 139 0.02% 0.003%
6 2.983 506 511 517 rVB3 432 593 0.09% 0.011%
7 3.038 520 528 529 rBV 1925 1739 0.26% ©0.032%
8 3.182 560 573 589 rBv2 3996 9415 1.42% 0.174%
9 3.478 661 665 667 rBv 140 145 0.02% 0.003%
106 3.562 689 691 695 rBV 153 141 0.02% ©0.003%
11 3.594 699 701 705 rBB 152 135 0.02% 0.002%
12 3.803 762 766 769 rBB 163 160 0.02% 0.003%
13 4.051 840 843 847 rBB 194 177 0.03% 0.003%
14 4.671 1018 1036 1059 rBvV2 23008 115566 17.37% 2.130%
15 5.067 1143 1159 1181 rBV 108003 256501 38.56% 4.727%
16 5.539 1302 1306 1310 rBB 134 158 ©0.02% ©0.003%
17 5.722 1343 1363 1389 rBV2 261049 665215 100.00% 12.260%
18 5.845 1398 1401 1403 rVB 304 218 ©0.03% 0.004%
19 5.989 1435 1446 1460 rBv4 3266 7976 1.20% 0.147%
20 6.044 1460 1463 1474 rVB2 692 906 0.14% 0.017%
21  6.185 1505 1507 1511 rVB2 277 221 0.03% 0.004%
22 6.250 1512 1527 1564 rBV 230188 466643 70.15% 8.600%
23 6.378 1565 1567 1572 rVB2 287 234 0.04% 0.004%
24  6.414 1575 1578 1581 rVB2 252 207 0.03% 0.004%
25 6.526 1608 1613 1621 rBB5 1356 1669 0.25% 0.031%
26 6.616 1628 1641 1643 rBV5 1130 1920 0.29% 0.035%
27 6.690 1649 1664 1693 rVW 136166 291720 43.85% 5.376%
28 6.787 1693 1694 1698 rVB2 270 147 0.02% 0.003%
29 6.915 1731 1734 1738 rBB 144 144 0.02% 0.003%
30 7.102 1786 1792 1796 rBB 126 181 0.03% 0.003%
31 7.176 1812 1815 1818 rBV 159 148 0.02% ©0.003%
32 7.224 1825 1830 1836 rVB3 432 505 0.08% 0.009%
33 7.417 1887 1890 1894 rBB 160 152 0.02% 0.003%
34 7.494 1911 1914 1918 rBB 128 133  0.02% 0.002%
35 7.568 1925 1937 1970 rBB2 68473 150087 22.56% 2.766%
36 7.726 1981 1986 1988 rBB 130 140 0.02% ©0.003%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46672.D

Acqg On : 05 Jan 2022 19:07

Operator : SY/MD

Sample : N1025-03

Misc : 5.68g/5.0mL/100uL/5.0mL/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\SFAMULMO10522WMA .M
Title : VOC Analysis
37 7.796 1999 2008 2019 rvB2 587 1479 0.22% 0.027%
38 7.899 2026 2040 2058 rBV 295663 555370 83.49% 10.235%
39 8.041 2082 2084 2097 rVB3 838 1220 0.18% 0.022%
40 8.089 2097 2099 2104 rVB2 267 239 0.04% 0.004%
41  8.185 2117 2129 2158 rBvV2 35874 101965 15.33% 1.879%
42 8.314 2165 2169 2172 rBV 174 189 0.03% 0.003%
43 8.446 2203 2210 2212 rBB 158 183 0.03% 0.003%
44  8.468 2213 2217 2218 rBV 259 1706 0.03% 0.003%
45  8.565 2244 2247 2250 rBV 145 146 0.02% ©0.003%
46 8.684 2262 2284 2316 rBV 118143 340556 51.19% 6.276%
47  8.803 2319 2321 2323 rW 536 338 0.05% 0.006%
48  8.828 2327 2329 2334 rVB3 314 247 0.04% ©0.005%
49 8.886 2343 2347 2352 rBV 183 263 0.04% 0.005%
50 8.951 2364 2367 2369 rvB2 245 166 0.02% ©0.003%
51 9.002 2380 2383 2388 rBvV 139 185 ©0.03% 0.003%
52 9.150 2427 2429 2433 rVB 194 152 0.02% 0.003%
53  9.427 2500 2515 2538 rBV 252415 600885 90.33% 11.074%
54 9.539 2546 2550 2552 rBV 143 146 0.02% ©0.003%
55 9.619 2572 2575 2578 rBV 165 157 0.02% 0.003%
56 9.693 2594 2598 2602 rBV3 510 522 0.08% 0.010%
57 9.754 2614 2617 2621 rBV 187 199 0.03% 0.004%
58 9.816 2632 2636 2640 rBB 158 176 0.03% 0.003%
59 9.931 2668 2672 2674 rBV 158 170 0.03% 0.003%
60 10.208 2754 2758 2761 rBV 182 203 0.03% 0.004%
61 10.545 2857 2863 2866 rBV 210 247 0.04%  0.005%
62 10.613 2880 2884 2887 rBV 174 196 0.03% 0.004%
63 10.674 2893 2903 2911 rVB3 2708 3826 ©.58% 0.071%
64 10.774 2920 2934 2952 rBV = 217178 356639 53.61% 6.573%
65 10.870 2956 2964 2968 rBV3 615 970 0.15% 0.018%
66 10.976 2989 2997 3000 rBV 204 329 0.05% 0.006%
67 11.118 3034 3041 3050 rBV6 2603 4082 0.61% 0.075%
68 11.201 3065 3067 3071 rVB 216 165 ©0.02% 0.003%
69 11.349 3110 3113 3116 rBB 154 130 0.02% 0.002%
70 11.455 3136 3146 3157 rBv4 1671 2930 0.44% 0.054%
71 11.581 3180 3185 3189 rBV 445 421 0.06% ©0.008%
72 11.700 3213 3222 3228 rVB4 1131 1510 0.23% 0.028%
73 11.754 3237 3239 3243 rVB 310 270 0.04% 0.005%
74 11.819 3247 3259 3273 rBV 369323 584382 87.85% 10.770%
75 11.925 3287 3292 3293 rBV 261 211 0.03% 0.004%
76 11.947 3293 3299 3302 rVV3 1272 1506 0.23% 0.028%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46672.D

Acqg On : 05 Jan 2022 19:07

Operator : SY/MD

Sample : N1025-03

Misc : 5.68g/5.0mL/100uL/5.0mL/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\SFAMULMO10522WMA .M
Title : VOC Analysis
77 11.976 3302 3308 3315 rVv3 2296 3048 0.46% 0.056%
78 12.201 3360 3378 3392 rBV 321933 518761 77.98% 9.561%
79 12.333 3414 3419 3423 rBV3 541 588 0.09% 0.011%
80 12.777 3550 3557 3567 rVB2 370 522 0.08% 0.010%
81 12.896 3588 3594 3598 rBV 97 131 0.02% 0.002%
82 13.159 3672 3676 3682 rVB2 209 205 0.03% 0.004%
83 13.227 3689 3697 3706 rVB3 2503 3303 0.50% 0.061%
84 13.844 3882 3889 3898 rVB4 2276 3112 0.47% 0.057%
85 14.102 3962 3969 3980 rVB2 505 681 0.10% 0.013%
86 14.336 4036 4042 4047 rVB3 598 773 0.12% 0.014%
87 14.577 4113 4117 4124 rVB2 322 424 0.06% 0.008%
88 15.198 4307 4310 4314 rBV2 185 162 0.02% 0.003%
89 15.417 4366 4378 4387 rVB3 5807 10092 1.52% 0.186%
90 15.452 4387 4389 4394 rVB2 281 247 0.04% 0.005%
91 15.481 4394 4398 4399 rBV 231 147 0.02% 0.003%
92 15.565 4420 4424 4428 rBV 228 270 0.04% 0.005%
93 15.603 4433 4436 4441 rBV2 166 176 0.03% 0.003%
94 15.664 4451 4455 4458 rBV 243 234 0.04% 0.004%
95 15.716 4467 4471 4474 rBV 186 193 0.03% 0.004%
96 15.780 4487 4491 4494 rBV 231 204 0.03% 0.004%
97 15.819 4498 4503 4506 rBV2 262 291 0.04% 0.005%
98 15.999 4552 4559 4567 rBV3 4408 6343 0.95% 0.117%
99 16.581 4738 4740 4743 rBV2 314 249 0.04% 0.005%
100 16.976 4861 4863 4868 rBV2 587 456 0.07% ©.008%
Sum of corrected areas: 5426015
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46672.D

Acqg On : 05 Jan 2022 19:07

Operator : SY/MD

Sample : N1025-03

Misc : 5.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA .M
: VOC Analysis

TIC Library
TIC Integration Parameters:

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

Abundance
350000

TIC: VU046672.D\data.ms

300000
250000
200000

150000

2.552 5.067

100000

50000, 1604

1.919 4.671

2.7689@R$8182 3 ZER3. 803 4.051

REERRREEERE RN B RN R R R L L L T B L B L B L A

o

Time-->
Abundance

350000

TIC: VU046672.D\data.ms

300000 7.899

250000 9421
200000

150000

8.684

100000
7.568

50000 8.185

@983
8.00

801y . 12847 41 7.72EL
O V—T"i | I N R T
7. 50

7.00 9.50 10.00

TIC: VU046672.D\data.ms

Time--> 10.50

Abundance

350000

300000

250000

200000

150000

100000

50000

.S39BIBAM31 10.208 106
L I

5.722

6.250

5.539) 5.84588%11

6.69(

6

T T T T T

11.

10.774

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

819
12.2

B0Q7a11201 B1a 35w
L
11.00 11.50

16 976

12.00

Q;gg 12.77B96133R27 13.84414.10214.33614.577
T ‘ T T [ ‘ T Bl T T ‘ T ‘

I ‘
12.50 13.00 13.50 14.00 14.50 15.00 15.50

Time-->

SFAMULMO10522WMA.M Tue Jan 11 05:42:55 2022

15.108 PeidfrRABAB 05 999
T ‘ T I I T T T ‘ T

16.00

16.581
T ‘ T T

16.50 17 00

Page: 4

T
17.50



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@10522\
Data File : VU@46672.D

Acqg On : 05 Jan 2022 19:07

Operator : SY/MD

Sample : N1025-03

Misc : 5.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULMO10522WMA.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@10522\
Data File : VU@46672.D

Acqg On : 05 Jan 2022 19:07

Operator : SY/MD

Sample : N1025-03

Misc : 5.68g/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@10522WMA.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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