Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing :
Sampling
Start Thrs:
Stop Thrs

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

Peak separa

Method
Title

Signal

LSC Area Percent Report

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121121\

: VU046280.D

: 11 Dec 2021 12:49
: SY/MD

: VU1211wWBLO1

5.0mL/MSVOA_U/WATER

: 4 Sample Multiplier: 1

Parameters: LSCINT.P

RTE

OFF Filtering:
1 Min Area:

0.2 Max Peaks:
: 0 Peak Location:

tion: 5

: TIC: VU@46280.D\data.ms

peak R.T. first

#

1

2

3

4

5

6 2
7 2
8 2
9 2
10 2
11 2
12 2
13 2
14 3
15 3
16 3
17 3
18 3
19 3
20 3
21 4
22 4
23 4
24 4
25 4
26 4
27 4
28 4
29 4
30 5
31 5
32 5
33 5
34 6
35 6
36 6.

min

472
.514
.572
.736
.800

.909
.935
.977
.051
.144

.247
.276
.453
.594
.871

.025
.060
.141
.269
.289

.311
.639
.899
.964
.070

.253
.404
.729
.092
.121

150
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0 % of largest Peak

100
TOP

max last PK peak corr. corr.
scan scan scan TY height area % max
75 81 95 rVB 91342 100625 12.88%
172 180 193 rVB 74032 94889 12.14%
267 271 273 rBvV2 488 399 0.05%
276 279 282 rVWV2 634 476  0.06%
341 344 349 rVB 505 420 0.05%
349 352 354 rBV 479 317 0.04%
361 365 368 rBvV 574 523 0.07%
371 383 407 rVV 153598 258904 33.14%
431 434 439 rVB 438 342 0.04%
447 454 457 rBV 761 864 0.11%
485 488 493 rVB2 439 411 0.05%
493 496 498 rBV 464 317 0.04%
503 509 513 rBv2 424 487 0.06%
525 532 542 rVvB3 1712 3112 0.40%
555 561 565 rvB2 371 444 0.06%
591 593 599 rVB 605 561 0.07%
599 602 605 rBv 526 317 0.04%
651 657 661 rBvV2 341 415 0.05%
698 701 704 rBV 390 325 0.04%
780 787 794 rVB 589 906 0.12%
829 835 838 rvB 478 455  0.06%
838 846 850 rBV 680 896 0.11%
868 871 873 rBV 527 315 0.04%
9907 911 913 rBV 531 414  0.05%
915 917 920 rW 582 397 0.05%
920 924 929 rw2 671 636 0.08%
1007 1026 1058 rBV 77536 235428 30.13%
1103 1107 1109 rBV2 512 397 0.05%
1120 1127 1130 rBv2 458 684 0.09%
1144 1160 1182 rBV 139358 319789 40.93%
1214 1217 1224 rVB 402 442  0.06%
1260 1264 1274 rVB2 509 810 0.10%
1343 1365 1397 rVv2 288214 781335 100.00%
1469 1478 1483 rBvV2 589 726  0.09%
1483 1487 1492 rBV2 393 350 0.04%
1492 1496 1499 rBV 507 358 0.05%
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: Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM112921WMA.M
: VOC Analysis




LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121121\
Data File : VU@46280.D

Acqg On : 11 Dec 2021 12:49
Operator : SY/MD

Sample : VU1211WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
37 6.198 1505 1511 1514 rVB 550 557 0.07% 0.009%
38 6.253 1514 1528 1547 rBV 229051 438716 56.15% 6.968%
39 6.530 1606 1614 1624 rVB4 4959 8788 1.12% 0.140%
40 6.594 1631 1634 1640 rVB 502 432 0.06% 0.007%
41 6.694 1652 1665 1689 rVB 182639 355303 45.47% 5.643%
42 6.809 1698 1701 1708 rVB2 630 800 0.10% 0.013%
43 6.845 1708 1712 1715 rBV 501 403 0.05% 0.006%
44  7.038 1769 1772 1775 rBV3 584 452 0.06% 0.007%
45 7.189 1811 1819 1820 rBV3 948 1175 0.15% 0.019%
46 7.279 1843 1847 1849 rBV 414 370 0.05% 0.006%
47  7.459 1899 1903 1910 rBvV2 388 419 0.05% 0.007%
48  7.568 1924 1937 1961 rVB 103828 181516 23.23% 2.883%
49 7.690 1973 1975 1978 rVB 649 342 0.04% 0.005%
50 7.903 2026 2041 2057 rBV 340977 604400 77.35% 9.600%
51 8.182 2116 2128 2142 rBV 73712 122125 15.63%  1.940%
52 8.279 2155 2158 2163 rVB2 393 383 0.05% 0.006%
53 8.304 2163 2166 2167 rBV 641 367 ©0.05% 0.006%
54  8.423 2199 2203 2208 rBV 607 590 0.08% 0.009%
55  8.472 2214 2218 2221 rBV2 463 470 0.06% 0.007%
56 8.507 2225 2229 2234 rBV 412 404 0.05% 0.006%
57 8.636 2257 2269 2292 rBV 268238 465640 59.60% 7.396%
58 8.841 2327 2333 2337 rBV 378 480 0.06% ©0.008%
59 8.912 2349 2355 2357 rBV3 988 1165 0.15% 0.019%
60 8.970 2371 2373 2380 rVB 319 326 0.04% 0.005%
61 9.160 2427 2432 2436 rBV2 451 514 0.097% 0.008%
62 9.340 2484 2488 2492 rBV2 485 457 0.06% 0.007%
63 9.420 2500 2513 2536 rVV 350680 576282 73.76% 9.153%
64 9.565 2554 2558 2565 rVB2 875 1040 0.13% 0.017%
65 9.693 2594 2598 2602 rVB2 861 811 ©0.10% 0.013%
66 9.767 2614 2621 2624 rBv2 365 470 0.06% 0.007%
67 9.870 2649 2653 2655 rBV 390 336 ©0.04% 0.005%
68 10.025 2695 2701 2708 rBV2 403 708 0.09% 0.011%
69 10.182 2747 2750 2753 rBV 409 361 0.05% 0.006%
70 10.407 2818 2820 2826 rVB2 444 373 0.05% 0.006%
71 10.491 2843 2846 2851 rBV2 637 554 0.97% 0.009%
72 10.668 2897 2901 2905 rBV3 749 707 0.09% 0.011%
73 10.758 2917 2929 2947 rBV 294184 463662 59.34% 7.364%
74 10.828 2947 2951 2956 rVB 442 451 0.06% 0.007%
75 10.873 2962 2965 2969 rBV2 395 403 0.05% ©0.006%
76 11.089 3029 3032 3038 rBV2 555 547 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121121\
Data File : VU@46280.D

Acqg On : 11 Dec 2021 12:49
Operator : SY/MD

Sample : VU1211WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 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_ U\Method\SFAMULM112921WMA.M
Title : VOC Analysis
77 11.121 3038 3042 3047 rBV 569 633 0.08% 0.010%
78 11.404 3127 3130 3136 rVB 731 784 0.10% 0.012%
79 11.455 3136 3146 3147 rBV3 821 998 0.13% 0.016%
80 11.520 3163 3166 3171 rBV 493 461 0.06% ©.007%
81 11.812 3245 3257 3272 rBV 395280 613745 78.55%  9.748%
82 11.970 3302 3306 3307 rBV 602 404 0.05% 0.006%
83 12.060 3331 3334 3340 rBV 473 405 ©0.05% 0.006%
84 12.195 3362 3376 3396 rBV 391822 626587 80.19% 9.952%
85 12.317 3411 3414 3418 rVWV 385 335 0.04% 0.005%
86 12.443 3449 3453 3456 rBV2 389 398 0.05% ©0.006%
87 12.774 3553 3556 3565 rVB3 740 875 0.11% 0.014%
88 12.819 3565 3570 3573 rBV 403 445 0.06% 0.007%
89 13.603 3810 3814 3819 rBV 468 560 0.07% 0.009%
90 13.841 3885 3888 3894 rBV4 857 1070 0.14% 0.017%
91 13.893 3901 3904 3907 rBV2 460 328 0.04% 0.005%
92 13.928 3911 3915 3921 rVB 608 638 0.08% 0.010%
93 14.092 3960 3966 3974 rVB3 1355 1623 0.21% 0.026%
94 14.333 4037 4041 4049 rVB2 790 930 0.12% 0.015%
95 14.510 4091 4096 4100 rBV 475 474 0.06% 0.008%
96 14.581 4115 4118 4122 rBV3 630 555 0.07% 0.009%
97 14.729 4161 4164 4168 rVB2 468 319 0.04% 0.005%
98 14.880 4205 4211 4215 rBV2 513 621 ©0.08% 0.010%
99 15.626 4440 4443 4447 rBV2 516 405 0.05% 0.006%
100 16.143 4601 4604 4609 rBV2 631 553 0.07% 0.009%
Sum of corrected areas: 6295931
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121121\

: VU046280.D

: 11 Dec 2021 12:49
: SY/MD

. VU1211WBLO1

: 5.0mL/MSVOA_U/WATER
4

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
: VOC Analysis

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

Abundance

350000

300000

250000

200000

150000

100000

50000

O

1.919
22372

TIC: VU046280.D\data.ms

5.729

6.253

6.69¢
2.572

4.639
2.7 SRR 1273458594 3.8 744025047881 4.83%4 | 5.2592404 6830

5.070
1.601

Time-->

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 6.60

Abundance

350000

300000

250000

200000

150000

100000

50000

TIC: VU046280.D\data.ms

11.812  12.

7.903 9.420

10.758
8.636

Time-->

T
12.00

9 OO 9 50 10 00 10 50 11 OO 11 50

Abundance

350000

300000

250000

200000

150000

100000

50000

2. 327443 1227349

TIC: VU046280.D\data.ms

13. soalamm 092].4 333[152534.72@ 880 15 626 16.143

Time-->

12.50 13. 00 13 50 14 00 14. 50 15. 00 15 50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121121\
Data File : VU0@46280.D

Acqg On : 11 Dec 2021 12:49
Operator : SY/MD

Sample : VU1211WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected

>k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k 3k 3k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k %k >k >k 3k 3k >k >k 3k >k >k 3k >k >k >k >k >k 3k 3k >k >k 3k > >k 3k >k *k %k >k x
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121121\
Data File : VU@46280.D

Acqg On : 11 Dec 2021 12:49
Operator : SY/MD

Sample ¢ VU1211WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM112921WMA.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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