Data Path

Data File : VV037706.D

Acq On : 01 Oct 2024 16:22
Operator : SY/MD

Sample : P4185-05

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@37706.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max total
1 1.176 37 42 51 rBV 10884 17525 0.73% 0.101%
2 1.282 68 75 92 rVB 329952 356402 14.88% 2.044%
3 1.532 146 153 170 rVB 278705 334018 13.94% 1.916%
4 2.060 307 317 333 rBV 583261 840236 35.08% 4.819%
5 3.429 740 743 746 rBv2 1143 762 0.03% 0.004%
6 3.581 788 790 793 rBV2 373 270 0.01% 0.002%
7 3.619 799 802 804 rVB3 354 168 0.01% 0.001%
8 3.632 804 806 807 rBV2 475 172 0.01% 0.001%
9 3.658 812 814 818 rVVv4 733 403 0.02% 0.002%
10 3.696 822 826 829 rBV2 254 265 0.01% 0.002%
11 3.719 829 833 838 rBV4 477 372 0.02% 0.002%
12 3.796 848 857 890 rBV 103472 296305 12.37% 1.699%
13 4.243 981 996 1025 rBV 390080 989295 41.30% 5.674%
14 4.606 1107 1109 1112 rBV2 736 393 0.02% 0.002%
15 4.629 1112 1116 1117 rBV3 463 307 0.01% 0.002%
16 4.722 1141 1145 1146 rBV3 334 227 0.01% 0.001%
17 4.735 1146 1149 1153 rVB4 977 625 0.03% 0.004%
18 4.754 1153 1155 1158 rBV 567 265 0.01% 0.002%
19 4.806 1167 1171 1174 rBV2 911 517 0.02% 0.003%
20 4.828 1174 1178 1180 rBV2 659 513 0.02% 0.003%
21 4.899 1196 1200 1201 rBV3 1236 674 0.03% 0.004%
22 4.950 1201 1216 1247 rVV2 940766 2395485 100.00% 13.740%
23 5.529 1385 1396 1432 rBV 679496 1420071 59.28% 8.145%
24 5.986 1525 1538 1568 rBV 526824 1095209 45.72% 6.282%
25 6.314 1639 1640 1642 rBV 488 162 0.01% 0.001%
26 6.371 1656 1658 1659 rBV2 611 212 0.01% 0.001%
27 6.400 1666 1667 1669 rBV 541 199 0.01% 0.001%
28 6.465 1686 1687 1690 rBV3 702 274 0.01% 0.002%
29 6.510 1700 1701 1704 rVB 665 262 0.01% 0.002%
30 6.529 1704 1707 1708 rVB2 513 271 0.01% 0.002%
31 6.539 1708 1710 1713 rBV3 524 376 0.02% 0.002%
32 6.571 1718 1720 1721 rBV 334 158 0.01% 0.001%
33 6.619 1733 1735 1736 rBv2 402 188 0.01% 0.001%
34 6.664 1746 1749 1750 rVB2 537 255 0.01% 0.001%
35 6.719 1763 1766 1770 rVB2 681 593 0.02% 0.003%
36 6.741 1770 1773 1774 rBV 519 232 0.01% 0.001%
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Data Path

Data File : VV037706.D

Acq On : 01 Oct 2024 16:22
Operator : SY/MD

Sample : P4185-05

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 6.773 1781 1783 1785 rBV 543
38 6.793 1788 1789 1790 rVwV 645
39 6.822 1793 1798 1800 rBV3 460
40 6.908 1815 1825 1858 rBV 269396
41 7.240 1916 1928 1962 rBV 1076084
42 7.551 2016 2025 2057 rBV 180582
43 8.024 2164 2172 2224 rBvV2 328724
44  8.645 2363 2365 2367 rBvV2 913
45  8.699 2380 2382 2383 rBV3 550
46 8.780 2396 2407 2440 rBV 1083679
47  9.137 2516 2518 2521 rBV4 896
48 9.227 2542 2546 2548 rBV3 633
49  9.239 2548 2550 2556 rVB6 1034
50  9.265 2556 2558 2559 rBV 536
51 9.288 2563 2565 2568 rVB4 1024
52 9.326 2575 2577 2579 rVB 338
53 9.349 2581 2584 2588 rVB5 660
54 9.487 2624 2627 2630 rBV2 734
55 9.577 2653 2655 2659 rVB3 488
56 9.600 2659 2662 2666 rVB3 629
57 9.622 2666 2669 2671 rBV4 661
58 9.722 2698 2700 2701 rBV2 524
59 9.780 2715 2718 2721 rBV3 614
60 9.831 2732 2734 2737 rVB2 611
61 9.850 2739 2740 2743 rVB 271
62 9.870 2743 2746 2751 rBV4 592
63 9.924 2759 2763 2766 rBV4 936
64 10.085 2810 2813 2815 rBV 386
65 10.146 2820 2832 2848 rBV 635657
66 10.362 2897 2899 2900 rBv2 523
67 10.532 2950 2952 2953 rVB2 367
68 10.545 2953 2956 2959 rvVvB2 690
69 10.583 2965 2968 2974 rVB3 747
70 10.612 2975 2977 2978 rVB 330
71 10.664 2992 2993 2995 rVB 457
72 10.683 2997 2999 3002 rvv3 586
73 10.715 3006 3009 3012 rBV2 813
74 10.735 3012 3015 3018 rVB3 1009
75 10.747 3018 3019 3022 rVB2 370
76 10.773 3022 3027 3029 rBv2 589
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Filtering:
Min Area:
Max Peaks:
Peak Location:
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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 : VV037706.D

Acq On : 01 Oct 2024 16:22
Operator : SY/MD

Sample : P4185-05

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 10.841 3046 3048 3055 rVB5 759 743 0.03% 0.004%
78 10.870 3055 3057 3059 rBV2 544 277 0.01% 0.002%
79 10.889 3061 3063 3066 rVVv2 343 171 0.01% 0.001%
80 10.973 3087 3089 3090 rBV 143 50 0.00% ©0.000%
81 10.998 3094 3097 3100 rBV2 684 502 0.02% 0.003%
82 11.034 3105 3108 3109 rBV 450 264 0.01% 0.002%
83 11.101 3127 3129 3133 rBV3 478 258 0.01% 0.001%
84 11.178 3142 3153 3185 rBV 1018653 1650050 68.88% 9.464%
85 11.551 3258 3269 3303 rBV 1069592 1739505 72.62% 9.977%
86 12.056 3425 3426 3427 rBV 561 154 0.01% 0.001%
87 12.111 3441 3443 3447 rVB4 1188 570 0.02% 0.003%
88 12.153 3454 3456 3457 rBV2 371 116 0.00% 0.001%
89 12.368 3520 3523 3525 rBV3 568 446 0.02% 0.003%
90 12.407 3531 3535 3536 rBV3 1203 699 0.03% 0.004%
91 12.590 3589 3592 3595 rVB3 1290 726 0.03% 0.004%
92 12.712 3628 3630 3633 rVB3 833 392 0.02% 0.002%
93 12.876 3679 3681 3683 rBV2 369 187 0.01% 0.001%
94 13.043 3731 3733 3735 rBV 310 120 0.01% 0.001%
95 13.056 3735 3737 3739 rBV2 670 388 0.02% 0.002%
96 13.101 3749 3751 3754 rBV3 862 398 0.02% 0.002%
97 13.407 3844 3846 3849 rVB3 707 316 0.01% 0.002%
98 13.423 3849 3851 3858 rBV5 814 585 0.02% 0.003%
99 13.876 3990 3992 3995 rBV4 842 643 0.03% 0.004%

Sum of corrected areas: 17434942
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37706.D

Acqg On : 01 Oct 2024 16:22
Operator : SY/MD

Sample : P4185-05

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

Abundance TIC: VV037706.D\data.ms

1000000 4.950

800000
5.529

600000 2.060
5.986

4.243
400000 1282

1.532

200000
3.796

0 117 3.4 4 6 AR

LI N R L B O B B B B B R e e e o e e e B S e R R R RS s E

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: VV037706.D\data.ms

7.240 8.780 11.178 11.p51

1000000

800000

10.146
600000

400000
8.024

6.908
200000 7.551

L 122¢

— I
11.50 12.00

£0.085 10.3dRIEHEN
(& LA A e s e ey — ‘ ‘

‘ T ;: ‘ ‘ T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50
Abundance TIC: VV037706.D\data.ms

11.00

1000000

Time-->

SFAMVLM@92624WMA.M Wed Oct @2 17:57:30 2024 Page: 4



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_V\DATA\VV100124\
Data File : VV@37706.D

Acqg On : 01 Oct 2024 16:22
Operator : SY/MD

Sample : P4185-05

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\VV100124\
Data File : VV@37706.D

Acq On : 01 Oct 2024 16:22
Operator : SY/MD

Sample : P4185-05

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|

SFAMVLM@92624WMA .M Wed Oct 02 17:57:31 2024 5



