LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42523\
Data File : VV@30834.D

Acqg On : 25 Apr 2023 14:05

Operator : SY/MD

Sample : 02418-07ME

Misc : 5.23g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 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_ V\Method\SFAMVLMO41723WMA.M
Title : VOC Analysis

Signal : TIC: VV@30834.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.282 69 75 86 rBV 97424 103566 12.72% 1.623%
2 1.536 148 154 167 rVB 90055 105747 12.99% 1.657%
3 2.066 310 319 333 rVB 196303 285262 35.03% 4.470%
4  2.417 425 428 429 rBvV2 871 540 0.07% 0.008%
5 2.780 539 541 545 rVvB2 1067 511 ©0.06% ©0.008%
6 2.802 545 548 550 rBv4 1778 1097 0.13% 0.017%
7 2.818 550 553 556 rBV5 1441 1226 0.15% ©0.019%
8 2.947 590 593 598 rBV6 1262 1276 0.16% 0.020%
9 3.005 609 611 614 rBV3 1179 874 0.11% 0.014%
106 3.092 635 638 639 rBv3 852 450 0.06% 0.007%
11 3.185 664 667 672 rBVS 1600 1593 0.20% 0.025%
12 3.339 712 715 717 rBV3 742 487 0.06% 0.008%
13 3.349 717 718 722 rVW4 856 573 0.07% 0.009%
14  3.407 732 736 739 rBV6 1645 1372 0.17% 0.022%
15 3.474 753 757 759 rBV5 1748 1229 0.15% 0.019%
16 3.510 764 768 771 rVB5 916 870 0.11% 0.014%
17 3.571 783 787 791 rBV5S 1422 1256 0.15% ©0.020%
18 3.590 791 793 795 rVB2 1242 444 0.05% 0.007%
19 3.606 795 798 799 rBV2 884 474 0.06% 0.007%
20 3.638 806 808 812 rVB5S 937 564 0.07% 0.009%
21 3.658 812 814 816 rBV3 1178 689 ©0.08% 0.011%
22 3.725 833 835 836 rBV2 1071 425 0.05% 0.007%
23 3.799 849 858 884 rBV 53604 150128 18.44%  2.353%
24  4.043 931 934 938 rBv4 1395 1266 0.16% ©0.020%
25 4.259 987 1001 1028 rBV 129079 332386 40.82% 5.209%
26 4.478 1067 1069 1074 rVB6 1413 1036 0.13% 0.016%
27 4.519 1078 1082 1084 rBV4 1707 1291 0.16% ©0.020%
28 4.658 1122 1125 1126 rBV3 1031 642 0.08% 0.010%
29 4.683 1129 1133 1135 rVB5 1353 951 0.12% 0.015%
30 4.741 1149 1151 1157 rBV7 1293 1454 0.18% 0.023%
31 4.892 1197 1198 1202 rVB3 1204 767 0.09% 0.012%
32 4.966 1202 1221 1242 rBV2 305506 814315 100.00% 12.761%
33 5.407 1355 1358 1361 rVB5 1180 947 0.12% 0.015%
34 5.426 1361 1364 1367 rBvV3 2293 1698 0.21% 0.027%
35 5.542 1388 1400 1421 rBV 267584 556304 68.32% 8.718%

36 5.998 1530 1542 1559 rBV 178309 370122 45.45% 5.800%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42523\
Data File : VV@30834.D

Acqg On : 25 Apr 2023 14:05

Operator : SY/MD

Sample : 02418-07ME

Misc : 5.23g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 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_ V\Method\SFAMVLMO41723WMA.M
Title : VOC Analysis
37 6.211 1605 1608 1612 rBV6 1570 1632 0.20% 0.026%
38 6.651 1743 1745 1748 rVB4 1421 593 0.07% 0.009%
39 6.834 1798 1802 1803 rBV3 1058 708 0.09% 0.011%
40 6.860 1808 1810 1811 rBV2 1348 535 0.07% 0.008%
41  6.921 1819 1829 1847 rBV 92928 173640 21.32% 2.721%
42 7.252 1918 1932 1952 rBV 349273 627384 77.04% 9.832%
43  7.493 2005 2007 2010 rBV3 928 424 0.05% 0.007%
44  7.561 2019 2028 2041 rBV 66076 120398 14.79% 1.887%
45  7.821 2105 2109 2111 rBV6 1135 847 0.10% 0.013%
46 7.915 2135 2138 2139 rBV3 1374 797 0.10% 0.012%
47  8.034 2165 2175 2190 rBV 167513 310962 38.19% 4.873%
48  8.310 2258 2261 2263 rBvV2 1197 592 0.07% 0.009%
49 8.510 2322 2323 2328 rVB5 1513 841 0.10% 0.013%
50  8.583 2344 2346 2350 rBV4 1595 927 0.11% 0.015%
51 8.641 2361 2364 2366 rBvV3 1773 1006 0.12% 0.016%
52 8.792 2399 2411 2432 rBV 416811 693501 85.16% 10.868%
53 9.313 2570 2573 2575 rBV3 950 735 0.09% 0.012%
54 9.391 2595 2597 2598 rBvV2 1007 430 0.05% 0.007%
55 9.419 2604 2606 2609 rBvV3 838 430 0.05% 0.007%
56 9.464 2617 2620 2622 rBv4 1501 673 0.08% 0.011%
57 9.596 2657 2661 2667 rBV7 1188 1425 0.17% 0.022%
58 9.854 2738 2741 2743 rBV3 1232 794 0.10% 0.012%
59 9.927 2761 2764 2766 rVB3 1224 756 0.09% 0.012%
60 9.950 2766 2771 2772 rBvV3 1309 1155 0.14% 0.018%
61 9.979 2777 2780 2781 rBV3 1284 565 0.07% 0.009%
62 10.037 2796 2798 2801 rBV4 990 632 0.08% 0.010%
63 10.069 2806 2808 2812 rVB5 1430 897 0.11% 0.014%
64 10.088 2812 2814 2817 rBV4 1814 1294 0.16% 0.020%
65 10.159 2825 2836 2856 rBV 251279 406720 49.95% 6.374%
66 10.384 2903 2906 2907 rBV3 928 576 0.07% 0.009%
67 10.497 2939 2941 2943 rBV3 1050 503 0.06% 0.008%
68 10.796 3029 3034 3037 rBV7 1840 1373  0.17% 0.022%
69 10.937 3075 3078 3081 rVB5 1741 1210 0.15% 0.019%
70 10.953 3081 3083 3085 rBV2 721 412 0.05% 0.006%
71 11.152 3143 3145 3146 rBV 1202 458 0.06% 0.007%
72 11.194 3147 3158 3178 rVV 413822 662873 81.40% 10.388%
73 11.567 3263 3274 3292 rBV 380865 598531 73.50% 9.380%
74 11.815 3349 3351 3353 rBV3 1339 679 0.08% 0.011%
75 11.995 3405 3407 3411 rVWV4 1487 798 0.10% 0.013%
76 12.072 3427 3431 3434 rBV4 1305 1082 0.13% 0.017%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv@42523\
Data File : VV@30834.D

Acqg On : 25 Apr 2023 14:05

Operator : SY/MD

Sample : 02418-07ME

Misc : 5.23g/5.emL/100uL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 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_ V\Method\SFAMVLMO41723WMA.M
Title : VOC Analysis
77 12.104 3437 3441 3443 rBV3 1223 770 0.09% 0.012%
78 12.140 3449 3452 3454 rBV3 1441 821 0.10% 0.013%
79 12.210 3469 3474 3475 rBV5 1127 857 0.11% 0.013%
80 12.333 3509 3512 3516 rVV5 1216 868 ©0.11% 0.014%
81 12.349 3516 3517 3520 rVB2 1098 385 0.05% 0.006%
82 12.410 3533 3536 3537 rBV2 872 395 0.05% 0.006%
83 12.468 3550 3554 3559 rBV7 911 1044 0.13% 0.016%
84 12.551 3578 3580 3582 rBV3 1661 610 0.07% 0.010%
85 12.699 3623 3626 3629 rBV5 953 863 0.11% 0.014%
86 12.731 3634 3636 3638 rVV3 817 451 0.06% ©.007%
87 12.754 3642 3643 3647 rVB3 1093 482 0.06% 0.008%
88 12.783 3650 3652 3654 rBV3 1235 512 0.06% 0.008%
89 12.869 3675 3679 3684 rBVS5 1496 1635 0.20% 0.026%
90 12.911 3690 3692 3694 rBV3 1046 481 0.06% ©.008%
91 12.988 3713 3716 3719 rVB5 1487 1009 0.12% 0.016%
92 13.043 3731 3733 3737 rVB5 886 577 0.07% 0.009%
93 13.201 3779 3782 3783 rBV2 2082 1101 0.14% 0.017%
94 13.252 3796 3798 3799 rBV2 1408 392 0.05% 0.006%
95 13.448 3855 3859 3860 rBV4 1508 776 0.10% 0.012%
96 13.506 3875 3877 3880 rVB3 1317 694 0.09% 0.011%
97 13.722 3942 3944 3946 rBV3 997 478 0.06% 0.007%
98 13.860 3984 3987 3991 rVB6 1234 1021 0.13% 0.016%
99 14.107 4062 4064 4066 rBV3 842 416 0.05% 0.007%
100 14.429 4162 4164 4168 rBV5 1263 983 0.12% 0.015%
Sum of corrected areas: 6381241
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVve42523\

: VVe30834.D

: 25 Apr 2023 14:05

: SY/MD

: 02418-07ME

: 5.23g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH
12

Sample Multiplier: 1

d : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA .M

: VOC Analysis

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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

0

TIC: VV030834.D\data.ms

4.966
5.542

2.066
5.998

4.259

1.282 1 g3g

3} 6.211

Time-->

1.20 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

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV030834.D\data.ms

8.192 11.194

11.567
7.252

10.159

8.034

6.921

7.561

.65 829 151923

Time-->

10.884197 10.7.]@%31J 2
R e
10.50 11.00

8-35@@
310

8.50

7.4

7. 9.9090184596 9.
[ T P
7.50

11.8
== ‘ ==
9.00 9.50

==
11.50

7.00

10.00

=
8.00 12.00

Abundance
400000

350000

300000

250000

200000

150000

100000

50000

TIC: VV030834.D\data.ms

FIBA320A5P3 346863, 12286014.107 14.429

12.50

T ‘ T ‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMVLMO41723WMA.M Thu Apr 27 13:08:27 2023

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\Data\VVv042523\
Data File : VV@30834.D

Acqg On : 25 Apr 2023 14:05

Operator : SY/MD

Sample : 02418-07ME

Misc : 5.23g/5.0mL/100uL/5.0mL/MSVOA_V/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLMO41723WMA.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_V\Data\VVv@42523\
Data File : VV030834.D

Acqg On : 25 Apr 2023 14:05

Operator : SY/MD

Sample : 02418-07ME

Misc : 5.23g/5.0mL/100ulL/5.0mL/MSVOA_V/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@41723WMA.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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