Data Path

Data File : VV037726.D

Acq On : 03 Oct 2024 13:49
Operator : SY/MD

Sample : P4284-05

Misc

ALS Vial : 1

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100324\

@ % of largest Peak

Integration Parameters: LSCINT.P

Integrator: RTE

Smoothing : OFF Filtering: 5
Sampling : 1 Min Area:
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\SFAMVLM@92624WMA .M
Title : VOC Analysis
Signal : TIC: VV@37726.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.179 36 43 52 rBV 17716 30057 1.21% 0.164%
2 1.281 68 75 93 rVB 341799 363682 14.68% 1.982%
3 1.532 146 153 170 rVB 288186 345971 13.97% 1.886%
4 2.059 307 317 327 rBV 590075 849081 34.28% 4.628%
5 2.111 328 333 349 rVB 58671 96259 3.89% 0.525%
6 3.567 780 786 788 rVB4 932 668 0.03% 0.004%
7 3.587 788 792 798 rBV4 661 721 0.03% 0.004%
8 3.677 814 820 825 rVB6 863 1000 0.04% 0.005%
9 3.789 846 855 888 rBV 101344 292239 11.80% 1.593%
10 4.175 970 975 977 rBV3 766 767 0.03% 0.004%
11 4.239 978 995 1022 rVV2 407928 1038001 41.91% 5.658%
12 4.407 1044 1047 1051 rVV4 987 737 0.03% 0.004%
13 4.564 1091 1096 1100 rVB5 835 741 0.03% 0.004%
14 4.583 1100 1102 1105 rBV4 927 679 0.03% 0.004%
15 4.812 1167 1173 1176 rBV3 738 867 0.04% 0.005%
16 4.847 1181 1184 1190 rVB4 798 621 0.03% 0.003%
17 4.947 1199 1215 1247 rBV2 957292 2476607 100.00% 13.500%
18 5.307 1319 1327 1330 rBV6 1385 1818 0.07% 0.010%
19 5.329 1332 1334 1339 rVB4 1062 704 0.03% 0.004%
20 5.526 1382 1395 1422 rBV 745120 1548879 62.54% 8.443%
21 5.702 1448 1450 1455 rVB6 2569 1546 0.06% 0.008%
22 5.725 1455 1457 1462 rVB4 1031 862 0.03% 0.005%
23 5.828 1478 1489 1508 rVB8 11269 28868 1.17% 0.157%
24 5.979 1524 1536 1566 rBV 540440 1140235 46.04% 6.216%
25 6.284 1629 1631 1636 rBV6 678 598 0.02% 0.003%
26 6.593 1723 1727 1730 rBV4 999 884 0.04% 0.005%
27 6.619 1733 1735 1741 rVB4 946 840 0.03% 0.005%
28 6.648 1741 1744 1748 rBV3 738 565 0.02% 0.003%
29 6.905 1814 1824 1852 rBV 277514 543767 21.96% 2.964%
30 7.233 1914 1926 1949 rBV 1080647 1918409 77.46% 10.458%
31 7.548 2015 2024 2051 rVwV 187123 349405 14.11% 1.905%
32 7.735 2080 2082 2086 rBV4 1023 797 0.03% 0.004%
33 8.024 2163 2172 2216 rBV2 284307 656147 26.49% 3.577%
34 8.426 2291 2297 2301 rBV6 1749 1829 0.07% 0.010%
35 8.442 2301 2302 2308 rVB5 1249 1014 0.04% 0.006%
36 8.554 2327 2337 2341 rVB9 1557 2507 0.10% 0.014%
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Data Path

Data File : VV037726.D

Acq On : 03 Oct 2024 13:49
Operator : SY/MD

Sample : P4284-05

Misc

ALS Vial : 1

Integration
Integrator: RTE
Smoothing : OFF
Sampling : 1
Start Thrs: 0.2
Stop Thrs : @

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Parameters:

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSCINT.P

Method
Title : VOC Analysis
37 8.644 2360 2365 2371 rBV9 1645
38 8.776 2395 2406 2446 rBV 1172427
39 9.017 2476 2481 2483 rBV5 1319
40 9.040 2486 2488 2491 rBV3 1011
41 9.246 2547 2552 2555 rBV5 855
42 9.342 2580 2582 2587 rVB5 940
43  9.503 2629 2632 2637 rVB5 1360
44 9.532 2637 2641 2643 rBV3 781
45 9.667 2679 2683 2684 rBvV2 903
46 9.712 2692 2697 2700 rBV5 2148
47  9.886 2743 2751 2762 rVB5 5371
48 10.104 2813 2819 2820 rBV3 1119
49 10.143 2820 2831 2852 rBV 597865
50 10.545 2951 2956 2957 rBV3 912
51 10.567 2957 2963 2968 rVVé6 1778
52 10.635 2977 2984 2989 rVB6 2030
53 10.693 2999 3002 3007 rVB4 1018
54 10.757 3017 3022 3023 rBV2 735
55 10.943 3078 3080 3084 rBV2 1077
56 10.988 3091 3094 3099 rBV7 2340
57 11.120 3126 3135 3142 rBV7 9062
58 11.178 3142 3153 3185 rVV 1141087
59 11.464 3239 3242 3245 rBV5 1046
60 11.506 3251 3255 3257 rBV4 3237
61 11.551 3258 3269 3297 rVV 1109332
62 11.763 3332 3335 3337 rBV3 1256
63 11.824 3352 3354 3355 rBvV2 1349
64 11.950 3385 3393 3401 rBV10 4711
65 12.149 3451 3455 3457 rVB4 768
66 12.451 3546 3549 3553 rVB5 981
67 12.487 3553 3560 3563 rBV5 928
68 12.596 3591 3594 3597 rVB4 898
69 12.641 3604 3608 3611 rBV4 978
70 12.844 3665 3671 3674 rVvVve 1137
71 12.879 3679 3682 3686 rVB5 854
72 13.043 3730 3733 3735 rBV3 1007
73 13.072 3740 3742 3745 rVW4 1117
74 13.101 3745 3751 3755 rVB6 1591
75 13.130 3755 3760 3767 rBV6 1003
76 13.201 3780 3782 3785 rBv4 1474

SFAMVLMO92624WMA.M Fri

Oct 04 12:29:30 2024

Filtering:
Min Area:
Max Peaks:
Peak Location:
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LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100324\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100324\
Data File : VV037726.D

Acq On : 03 Oct 2024 13:49
Operator : SY/MD

Sample : P4284-05

Misc : 5mL/MSVOA_V/WATER

ALS Vial : 1  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\SFAMVLM@92624WMA .M
Title : VOC Analysis
77 13.217 3785 3787 3798 rVB8 2207 2742 0.11% 0.015%
78 13.355 3827 3830 3835 rBV5 823 897 0.04% 0.005%
79 13.416 3845 3849 3853 rBV5 1082 1039 0.04% 0.006%
80 13.448 3856 3859 3860 rBV2 1260 874 0.04% ©.005%
81 13.493 3871 3873 3877 rBV4 1162 820 0.03% 0.004%
82 13.574 3895 3898 3903 rBV4 803 722 0.03% 0.004%
83 13.680 3928 3931 3932 rBV3 1120 726 0.03% ©0.004%
84 13.754 3948 3954 3958 rBV6 1200 1502 0.06% 0.008%
85 13.824 3972 3976 3980 rVB6 1012 990 0.04% ©.005%
86 13.853 3982 3985 3989 rBV4 859 743 0.03% 0.004%
87 13.930 4007 4009 4013 rBV2 1079 725 0.03% 0.004%
88 13.953 4013 4016 4019 rVV5 752 576 0.02% 0.003%
89 14.033 4039 4041 4046 rVB4 1038 665 0.03% 0.004%
90 14.069 4047 4052 4053 rBV5 1132 952 0.04% 0.005%
91 14.307 4122 4126 4130 rBVe 868 954 0.04% ©.005%
92 14.342 4130 4137 4145 rVB9 3603 4917 0.20% 0.027%
93 14.381 4146 4149 4152 rBV3 1040 750 0.03% 0.004%
94 14.419 4158 4161 4163 rBV3 890 676 0.03% 0.004%
95 14.490 4177 4183 4187 rBV6 1141 1437 0.06% 0.008%
96 14.586 4209 4213 4216 rVB4 907 626 0.03% 0.003%
97 14.705 4248 4250 4251 rBV2 1668 717 0.03% 0.004%
98 14.763 4265 4268 4270 rBV4 1181 932 0.04% 0.005%
99 14.953 4325 4327 4331 rBV3 1005 836 ©0.03% 0.005%
100 15.056 4353 4359 4369 rvVB10 6029 9562 ©.39% 0.052%
Sum of corrected areas: 18344803
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100324\

: VWe37726.D

: 03 Oct 2024 13:49
: SY/MD

: P4284-05

5mL/MSVOA_V/WATER

1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M

Quant Title

TIC Library

: VOC Analysis

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VV037726.D\data.ms

4.947

5.526

2.059
5.979

4.239

1.281
1.532

3.789
111
117 3533157& 4.1J75 4.402,. 508 4483 530 | \ 570828 6.284

0
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

1000000

800000

600000

400000

200000

TIC: VV037726.D\data.ms

7.233 8.776 11.178 11551

10.143

6.905 8.024
7. 548

0 7 735 834%644 LGMDQ 3649551%619 88&0 4 ]EMJD(B 2 11 1]]1324950

Time-->

7.00 8. 50 9. OO 9. 50 10 00 10 50 11 00 11 50 12.00

Abundance

1000000

Time-->

TIC: VV037726.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100324\
Data File : VV@37726.D

Acqg On : 03 Oct 2024 13:49
Operator : SY/MD

Sample : P4284-05

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .M
Quant Title : VOC Analysis

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

No Library Search Compounds Detected
3k 3k sk 3k sk 3k sk sk sk sk ok sk sk sk 3k sk sk sk sk sk Sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk sk sk sk sk sk 3k sk 3k sk 3k sk sk sk sk 3k sk >k sk 3k sk 3k sk 3k sk sk >k sk sk sk sk ok sk ok



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100324\
Data File : VV@37726.D

Acq On : 03 Oct 2024 13:49
Operator : SY/MD

Sample : P4284-05

Misc : 5mL/MSVOA_V/WATER

ALS vial : 1 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_V\Method\SFAMVLM@92624WMA .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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