Data Path

Data File : VV037707.D

Acq On : 01 Oct 2024 16:43
Operator : SY/MD

Sample : P4205-04

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@37707.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 52 rBV 12255 19121 0.81% 0.110%
2 1.278 68 74 93 rVB 326650 356179 15.08% 2.057%
3 1.532 146 153 168 rVB 277252 322348 13.65% 1.862%
4 2.060 307 317 337 rVB 575187 831232 35.20% 4.800%
5 3.442 745 747 749 rBv2 435 232 0.01% 0.001%
6 3.510 766 768 771 rBV2 672 295 0.01% 0.002%
7 3.555 779 782 788 rBV3 781 856 0.04% 0.005%
8 3.587 790 792 794 rVB2 553 204 0.01% 0.001%
9 3.603 794 797 799 rBV2 789 489 0.02% 0.003%
10 3.651 810 812 816 rBV2 581 374 0.02% 0.002%
11 3.677 819 820 823 rBV2 380 214 0.01% 0.001%
12 3.793 848 856 896 rBV 103776 302257 12.80% 1.745%
13 4.243 979 996 1027 rBV 385891 984489 41.69% 5.685%
14 4.651 1121 1123 1125 rVB3 806 353 0.01% 0.002%
15 4.664 1125 1127 1130 rBV2 685 446 0.02% 0.003%
16 4.728 1142 1147 1148 rBV 689 562 0.02% 0.003%
17 4.780 1160 1163 1167 rBV4 521 504 0.02% 0.003%
18 4.863 1184 1189 1190 rBV2 674 585 0.02% 0.003%
19 4.950 1200 1216 1245 rBV2 935201 2361577 100.00% 13.638%
20 5.400 1353 1356 1359 rBV3 736 507 0.02% 0.003%
21 5.462 1373 1375 1376 rBV2 499 204 0.01% 0.001%
22 5.529 1385 1396 1426 rBV 683896 1408531 59.64% 8.134%
23 5.986 1525 1538 1567 rBV 525217 1100207 46.59% 6.354%
24 6.252 1618 1621 1622 rBV2 924 497 0.02% 0.003%
25 6.404 1664 1668 1670 rBV3 593 512 0.02% 0.003%
26 6.474 1688 1690 1693 rVB2 632 288 0.01% 0.002%
27 6.490 1693 1695 1698 rBV3 790 590 0.02% 0.003%
28 6.609 1729 1732 1734 rBV2 522 296 0.01% 0.002%
29 6.651 1740 1745 1748 rVB4 646 578 0.02% 0.003%
30 6.677 1751 1753 1755 rBV4 703 334 0.01% 0.002%
31 6.725 1765 1768 1770 rVB3 501 286 0.01% 0.002%
32 6.760 1777 1779 1783 rVB3 795 342 0.01% 0.002%
33 6.815 1793 1796 1798 rBvV2 501 321 0.01% 0.002%
34 6.873 1811 1814 1815 rBvV2 665 404 0.02% 0.002%
35 6.908 1816 1825 1859 rwVv 264574 517086 21.90% 2.986%
36 7.240 1916 1928 1958 rBV 1045035 1863632 78.91% 10.762%
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Data Path

Data File : VV037707.D

Acq On : 01 Oct 2024 16:43
Operator : SY/MD

Sample : P4205-04

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 7.551 2016 2025 2051 rBV2 177419
38 7.969 2152 2155 2158 rBV4 669
39 8.024 2164 2172 2219 rBvV2 323714
40  8.465 2306 2309 2311 rBV4 876
41 8.780 2395 2407 2440 rBV 1069809
42 9.194 2533 2536 2539 rVB5 820
43 9.211 2539 2541 2543 rBV2 561
44 9.265 2554 2558 2559 rBV4 414
45 9.352 2580 2585 2587 rBV3 603
46 9.371 2590 2591 2594 rVB2 721
47  9.394 2594 2598 2601 rBV5 1015
48 9.432 2608 2610 2615 rVB4 1028
49  9.493 2627 2629 2632 rBvV2 309
50 9.522 2636 2638 2641 rBV3 877
51 9.545 2643 2645 2647 rVB2 511
52 9.593 2653 2660 2664 rVB6 462
53 9.670 2678 2684 2687 rVB5 849
54 9.693 2687 2691 2693 rBV3 752
55 9.767 2711 2714 2716 rBV3 799
56 9.789 2719 2721 2725 rVB3 773
57 9.812 2725 2728 2730 rBV3 602
58 9.841 2734 2737 2740 rVB 614
59 9.857 2740 2742 2746 rBV 417
60 9.924 2760 2763 2765 rBV 592
61 9.956 2769 2773 2776 rBV3 350
62 10.002 2780 2787 2788 rBvV2 794
63 10.030 2793 2796 2798 rBv2 457
64 10.146 2820 2832 2855 rBV 622615
65 10.358 2895 2898 2902 rVB3 903
66 10.384 2902 2906 2907 rBv2 810
67 10.429 2917 2920 2923 rBV3 540
68 10.448 2923 2926 2929 rVvVv4 483
69 10.484 2935 2937 2942 rVB4 1142
70 10.519 2942 2948 2951 rBV4 918
71 10.538 2952 2954 2957 rVB3 895
72 10.596 2968 2972 2974 rBV4 959
73 10.632 2981 2983 2984 rBV 636
74 10.641 2984 2986 2990 rvv3 402
75 10.667 2991 2994 2997 rVB2 620
76 10.690 2998 3001 3004 rBvV2 772

SFAMVLMO92624WMA .M Wed

Oct 02 17:57:56 2024

Filtering:
Min Area:
Max Peaks:
Peak Location:

338477
491
724479
612

1792079
519
267
274
502

335
841
678
207
495

220
614
866
620
455

411
286
272
399
415

262
735
293
991310
570

580
308
338
803
879

464
868
225
214
354

585

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 : VV037707.D

Acq On : 01 Oct 2024 16:43
Operator : SY/MD

Sample : P4205-04

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 10.751 3016 3020 3022 rBV3 834 562 0.02% 0.003%
78 10.776 3027 3028 3032 rBV3 531 439 0.02% 0.003%
79 10.866 3051 3056 3058 rBV4 926 938 0.04% 0.005%
80 10.889 3061 3063 3069 rVB4 662 567 0.02% 0.003%
81 10.928 3072 3075 3077 rBV2 576 298 0.01% 0.002%
82 10.947 3077 3081 3084 rBV 462 337 0.01% 0.002%
83 10.969 3084 3088 3092 rBV4 532 518 0.02% 0.003%
84 10.995 3095 3096 3101 rBV3 735 467 0.02% 0.003%
85 11.095 3124 3127 3128 rBV2 421 247 0.01% 0.001%
86 11.130 3134 3138 3140 rBV2 1088 885 0.04% 0.005%
87 11.178 3142 3153 3183 rBV 1011556 1645639 69.68% 9.503%
88 11.551 3258 3269 3306 rBV 1040770 1719751 72.82% 9.931%
89 11.995 3405 3407 3412 rBV4 608 525 0.02% 0.003%
90 12.040 3420 3421 3423 rBV 565 292 0.01% 0.002%
91 12.120 3443 3446 3449 rBvV4 760 611 0.03% 0.004%
92 12.153 3453 3456 3459 rBV3 1113 646 0.03% 0.004%
93 12.262 3488 3490 3491 rBV 636 263 0.01% 0.002%
94 12.394 3528 3531 3534 rVB3 547 377 0.02% 0.002%
95 12.497 3561 3563 3564 rBV2 719 281 0.01% 0.002%
96 12.654 3610 3612 3614 rBV2 560 292 0.01% 0.002%
97 12.754 3642 3643 3647 rBV4 503 342 0.01% 0.002%
98 13.088 3744 3747 3748 rBV2 451 276 0.01% 0.002%
99 13.400 3840 3844 3849 rBV4 889 908 0.04% 0.005%
100 13.442 3855 3857 3860 rBV3 774 402 0.02% 0.002%
Sum of corrected areas: 17316397
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

01

LSC Report - Integrated Chromatogram

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

: VWe37707.D

: 01 Oct 2024 16:43

: SY/MD

: P4205-04

: 5mL/MSVOA_V/WATER
Sample Multiplier: 1

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

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

Abundance

1000000

800000

600000

400000

200000

TIC: VV037707.D\data.ms

4.950

5.529
2.060
5.986
4.243
3 793

/Lzsam

1.278
1.532

117

o

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: VV037707.D\data.ms

7.240 8.780 11.178 11.p51

10.146

8.024
6.908

7.551

L 112008

[0k
Time-->

“ —T — T
10.50 11.00 11.50 12.00

10.00

T
9.00 9.50

Abundance

1000000

TIC: VV037707.D\data.ms

Time-->
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37707.D

Acqg On : 01 Oct 2024 16:43
Operator : SY/MD

Sample : P4205-04

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@37707.D

Acq On : 01 Oct 2024 16:43
Operator : SY/MD

Sample : P4205-04

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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