Data Path

Data File : VV037702.D

Acq On : 01 Oct 2024 14:56
Operator : SY/MD

Sample : P4238-07

Misc

ALS Vial : 1

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\

@ % 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@37702.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.175 37 42 51 rBV2 8825 14773 0.59% 0.081%
2 1.281 68 75 92 rVB 266659 283845 11.30% 1.561%
3 1.532 146 153 168 rVB 249161 291887 11.62% 1.605%
4 2.059 308 317 328 rBV 504363 724128 28.82% 3.982%
5 3.358 719 721 723 rBV2 549 228 0.01% 0.001%
6 3.429 741 743 746 rBvV4 689 484 0.02% 0.003%
7 3.519 767 771 774 rBV3 970 706 0.03% 0.004%
8 3.571 785 787 790 rVB 690 306 0.01% 0.002%
9 3.590 790 793 794 rBV2 636 316 0.01% 0.002%
10 3.638 805 808 810 rBV3 678 431 0.02% 0.002%
11 3.696 825 826 829 rVB3 520 171 0.01% 0.001%
12 3.712 829 831 834 rVB2 320 171 0.01% 0.001%
13 3.728 834 836 837 rBV2 166 47 0.00% 0.000%
14 3.735 837 838 841 rBV2 541 325 0.01% 0.002%
15 3.757 842 845 848 rVB2 628 390 0.02% 0.002%
16 3.793 848 856 884 rBV 124284 340822 13.57% 1.874%
17 4.243 981 996 1033 rBV 417039 1057246 42.08% 5.814%
18 4.606 1108 1109 1113 rVB2 615 293 0.01% 0.002%
19 4.635 1116 1118 1124 rVB3 1002 916 0.04% 0.005%
20 4.664 1124 1127 1129 rBV3 951 640 0.03% 0.004%
21 4.748 1151 1153 1157 rVB4 793 413 0.02% 0.002%
22 4.773 1157 1161 1166 rBv4 531 501 0.02% 0.003%
23 4.834 1178 1180 1186 rVB3 744 627 0.02% 0.003%
24 4.863 1186 1189 1190 rVB2 347 181 0.01% 0.001%
25 4.950 1200 1216 1255 rBV2 983243 2512486 100.00% 13.818%
26 5.243 1305 1307 1311 rVB3 835 444 0.02% 0.002%
27 5.442 1366 1369 1371 rVB3 822 429 0.02% 0.002%
28 5.461 1371 1375 1377 rBV3 567 359 0.01% 0.002%
29 5.529 1385 1396 1430 rBV 689926 1447763 57.62% 7.962%
30 5.931 1519 1521 1523 rVB2 1002 438 0.02% 0.002%
31 5.985 1525 1538 1567 rBV 572365 1190636 47.39% 6.548%
32 6.223 1609 1612 1615 rVB4 1244 778 0.03% 0.004%
33 6.352 1648 1652 1653 rBV 620 331 0.01% 0.002%
34 6.391 1662 1664 1665 rBV 732 335 0.01% 0.002%
35 6.455 1680 1684 1687 rVB4 1022 740 0.03% 0.004%
36 6.474 1687 1690 1694 rBV4 960 817 0.03% 0.004%
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Data Path

Data File : VV037702.D

Acq On : 01 Oct 2024 14:56
Operator : SY/MD

Sample : P4238-07

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 6.628 1736 1738 1740 rBvV2 694
38 6.654 1745 1746 1749 rBV3 292
39 6.686 1755 1756 1758 rBV2 515
40 6.718 1762 1766 1768 rBV4 975
41 6.850 1803 1807 1808 rBV2 782
42 6.908 1815 1825 1858 rBV 293109
43 7.239 1917 1928 1958 rBV 1104541
44 7.551 2016 2025 2061 rBV 202266
45 7.931 2141 2143 2149 rBV4 674
46 7.982 2154 2159 2164 rVVé6 4707
47  8.024 2164 2172 2217 rVV2 354791
48 8.638 2360 2363 2364 rBv2 840
49  8.779 2396 2407 2435 rBV 1095094
50  9.159 2523 2525 2526 rBV2 641
51 9.361 2584 2588 2590 rBV2 836
52 9.394 2596 2598 2599 rVB 638
53 9.542 2641 2644 2646 rBV3 1002
54 9.583 2652 2657 2661 rBV6 1077
55 9.667 2680 2683 2689 rBV4 1069
56 9.715 2691 2698 2707 rVV8 5637
57 9.808 2724 2727 2729 rBV2 972
58 9.886 2744 2751 2763 rVB5 10821
59 9.995 2783 2785 2788 rBV3 949
60 10.056 2802 2804 2805 rBvV2 494
61 10.146 2820 2832 2859 rBV 711297
62 10.374 2900 2903 2906 rBV4 690
63 10.464 2927 2931 2932 rBV3 1016
64 10.535 2951 2953 2955 rBv2 423
65 10.558 2955 2960 2961 rBv2 2675
66 10.635 2976 2984 2995 rVB9 3365
67 10.683 2997 2999 3000 rBv2 339
68 10.754 3018 3021 3025 rBV3 564
69 10.779 3025 3029 3031 rBVS5 1762
70 10.898 3064 3066 3070 rVB3 447
71 10.918 3070 3072 3073 rBV 486
72 10.995 3089 3096 3101 rBV6 2496
73 11.040 3107 3110 3114 rBvV3 954
74 11.123 3127 3136 3142 rBV7 12279
75 11.178 3143 3153 3181 rVV 1084560
76 11.554 3259 3270 3295 rBV 1209562

SFAMVLMO92624WMA .M Wed

Oct 02 17:55:49 2024

Filtering:
Min Area:
Max Peaks:
Peak Location:

344
155
198
731

453
574528
1950070
387160
529

6392
760993
478
1825396
245

603
202
598
1026
979

9125
598
17850
766
203

1115922
490
674
202

2147

5931
110
483

1310
288

267
3000
698
18262
1699724

1912308

LSC Area Percent Report

: Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37702.D

Acq On : 01 Oct 2024 14:56
Operator : SY/MD

Sample : P4238-07

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 12.075 3430 3432 3435 rBV3 1006 646 0.03% 0.004%
78 12.548 3577 3579 3583 rBV4 1061 714 0.03% 0.004%
79 12.590 3588 3592 3598 rvVVe 1810 1761 0.07% 0.010%
890 12.779 3648 3651 3652 rBV2 719 348 0.01% 0.002%
81 13.078 3743 3744 3745 rBV 660 196 0.01% 0.001%
82 13.194 3777 3780 3781 rBV3 1078 619 0.02% 0.003%
83 13.204 3781 3783 3788 rVB7 1823 1377 0.05% 0.008%
84 14.487 4180 4182 4185 rBV3 1132 791 0.03% 0.004%

Sum of corrected areas: 18183293
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37702.D

Acqg On : 01 Oct 2024 14:56
Operator : SY/MD

Sample : P4238-07

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

Abundance TIC: VV037702.D\data.ms
1200000

1000000 4.950

800000
5.529

600000 5.985

2.059
4.243
400000
1.281 1532
200000 3793
obll? 3.35%@,\ 5.24%5¢ 5.931 6.2PE3RAGH

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 TIC: VV037702.D\data.ms
1200000 11.654

7.239 8.779 11.178

1000000

800000
10.146

600000

400000 8.024
6.908

7.551

200000

o EEBEES
Time--> 7.00 7.50 8.00 8.50

Abundance TIC: VV037702.D\data.ms
1200000

12.0
—F .
11.50 12.00

1000000

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37702.D

Acqg On : 01 Oct 2024 14:56
Operator : SY/MD

Sample : P4238-07

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\VV100124\
Data File : VV@37702.D

Acq On : 01 Oct 2024 14:56
Operator : SY/MD

Sample : P4238-07

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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