Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\

Data File : VU@46304.D

Acqg On : 13 Dec 2021 10:49

Operator : SY/MD

Sample ¢ VU1213WBLO1

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

LSC Area Percent Report

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

Signal : TIC: VU@46304.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max total
1 1.604 75 82 96 rVB 100957 109144 17.02%  2.232%
2 1.919 173 180 194 rVB 69303 86632 13.51% 1.772%
3 2.366 316 319 323 rBV2 455 372 0.06% ©0.008%
4 2.408 328 332 337 rvB2 653 797 0.12% 0.016%
5 2.575 372 384 400 rBV 146368 241780 37.71% 4.944%
6 3.048 528 531 537 rBV3 746 714 0.11% 0.015%
7 3.125 551 555 558 rBV 602 490 0.08% 0.010%
8 3.279 600 603 607 rBv 594 505 ©0.08% 0.010%
9 4.192 884 887 890 rBvV 515 415 0.06% 0.008%
10 4.475 969 975 978 rBvV 472 548 0.09% 0.011%
11 4.646 1012 1028 1065 rBV 46618 168802 26.33%  3.452%
12 5.067 1144 1159 1192 rVB 109349 259286 40.44% 5.302%
13 5.231 1206 1210 1213 rBV 503 401 0.06% ©0.008%
14 5.575 1312 1317 1321 rBV 704 794 0.12% 0.016%
15 5.633 1332 1335 1338 rBV 426 337 0.05% 0.007%
16 5.729 1344 1365 1386 rBV2 236744 641129 100.00% 13.110%
17 6.253 1514 1528 1556 rBV 169821 320608 50.01% 6.556%
18 6.527 1606 1613 1623 rBV5S 2359 4260 0.66% 0.087%
19 6.694 1652 1665 1687 rVvV 145192 281996 43.98% 5.767%
20 6.813 1699 1702 1705 rBvV2 489 433 0.07% 0.009%
21  6.887 1719 1725 1727 rBvV2 393 436 0.07% 0.009%
22 6.932 1736 1739 1743 rBV 436 348 0.05% 0.007%
23 7.015 1762 1765 1767 rBV 480 302 0.05% 0.006%
24 7.401 1882 1885 1888 rBV 456 351 0.05% 0.007%
25 7.568 1925 1937 1963 rVB 77666 136253 21.25% 2.786%
26 7.826 2013 2017 2021 rBV 332 307 0.05% 0.006%
27 7.900 2027 2040 2057 rBV 288461 500521 78.07% 10.235%
28 8.182 2117 2128 2143 rVWV 56006 92500 14.43% 1.892%
29 8.369 2183 2186 2190 rBV 412 317 0.05% 0.006%
30 8.459 2209 2214 2217 rBV 355 394 0.06% 0.008%
31 8.636 2257 2269 2293 rBV 178998 323883 50.52% 6.623%
32 8.832 2325 2330 2333 rBV 484 384 0.06% 0.008%
33 8.912 2347 2355 2365 rvB3 1202 2122 0.33% 0.043%
34 8.986 2372 2378 2381 rBV 512 518 ©0.08% 0.011%
35 9.054 2393 2399 2403 rBvV2 548 452 0.07% 0.009%
36 9.089 2408 2410 2415 rVB 690 488 0.08% 0.010%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46304.D

Acqg On : 13 Dec 2021 10:49
Operator : SY/MD

Sample : VU1213WBLO1

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 9.115 2415 2418 2422 rBV 515 419 0.07% 0.009%
38 9.166 2427 2434 2437 rBV2 544 650 0.10% 0.013%
39 9.269 2463 2466 2468 rBV 536 381 0.06% 0.008%
40  9.420 2495 2513 2532 rBV 260334 428764 66.88% 8.768%
41  9.629 2575 2578 2581 rVB 555 334 0.05% 0.007%
42 9.652 2581 2585 2588 rBV2 552 497 0.08% 0.010%
43  9.690 2593 2597 2603 rBvV4 612 630 0.10% 0.013%
44  9.867 2649 2652 2656 rVB2 639 500 0.08% 0.010%
45 9.893 2656 2660 2663 rBvV 496 501 ©0.08% 0.010%
46  9.912 2663 2666 2670 rVB 434 360 0.06% 0.007%
47  9.948 2675 2677 2680 rBV 472 334 0.05% 0.007%
48 10.031 2698 2703 2705 rBV 641 498 0.08% 0.010%
49 10.247 2767 2770 2774 rVWVW 403 354 0.06% 0.007%
50 10.285 2778 2782 2787 rW 632 634 0.10% 0.013%
51 10.317 2789 2792 2802 rVB 806 1058 0.17% 0.022%
52 10.362 2802 2806 2808 rBV 526 434 0.07% 0.009%
53 10.407 2814 2820 2824 rBV 380 398 0.06% ©0.008%
54 10.671 2897 2902 2913 rVVvé 1811 2809 0.44% 0.057%
55 10.758 2917 2929 2945 rVV 218501 347376 54.18% 7.103%
56 10.867 2960 2963 2966 rBV 998 872 0.14% 0.018%
57 10.919 2976 2979 2982 rBV 484 380 0.06% 0.008%
58 10.967 2991 2994 3000 rvB2 470 522 0.08% 0.011%
59 11.018 3007 3010 3018 rVB 640 702 0.11% 0.014%
60 11.079 3022 3029 3030 rBV2 350 396 0.06% ©0.008%
61 11.247 3078 3081 3087 rVB 591 528 0.08% 0.011%
62 11.276 3087 3090 3097 rVB2 506 619 0.10% 0.013%
63 11.404 3126 3130 3135 rVB2 736 835 0.13% 0.017%
64 11.449 3135 3144 3145 rBV2 1277 1149 0.18% 0.023%
65 11.504 3158 3161 3170 rVB2 666 888 0.14% 0.018%
66 11.546 3170 3174 3177 rBV 777 593 0.09% 0.012%
67 11.587 3183 3187 3195 rBV2 426 529 0.08% 0.011%
68 11.639 3200 3203 3206 rBV 709 596 0.09% 0.012%
69 11.700 3216 3222 3226 rBV2 589 699 0.11% 0.014%
70 11.813 3245 3257 3272 rW 273477 428042 66.76% 8.753%
71 11.973 3303 3307 3313 rVB4 1031 1308 0.20% 0.027%
72 12.076 3337 3339 3345 rVB 437 332 0.05% 0.007%
73 12.124 3351 3354 3358 rBV 424 308 0.05% ©0.006%
74 12.195 3363 3376 3395 rBV 296185 472225 73.66% 9.656%
75 12.272 3397 3400 3402 rBV 507 302 0.05% 0.006%
76 12.308 3408 3411 3417 rBV2 331 424 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46304.D

Acqg On : 13 Dec 2021 10:49
Operator : SY/MD

Sample : VU1213WBLO1

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 12.385 3431 3435 3440 rBV 464 432 0.07% 0.009%
78 12.581 3493 3496 3502 rVB2 566 419 0.07% 0.009%
79 12.690 3527 3530 3535 rBV 441 452 0.07% 0.009%
80 12.803 3563 3565 3569 rVB2 486 307 0.05% 0.006%
81 12.896 3591 3594 3599 rBV 399 372 0.06% ©0.008%
82 13.327 3723 3728 3732 rBV 702 646 0.10% 0.013%
83 13.501 3777 3782 3785 rBV 382 361 ©0.06% 0.007%
84 13.571 3800 3804 3805 rBV2 527 355 0.06% 0.007%
85 13.620 3816 3819 3823 rBV 610 509 0.08% 0.010%
86 13.706 3842 3846 3850 rVB 524 482 0.08% 0.010%
87 13.806 3875 3877 3883 rVB 503 503 0.08% 0.010%
88 13.848 3883 3890 3893 rBV3 564 760 0.12% 0.016%
89 14.031 3944 3947 3949 rBV 482 339 0.05% 0.007%
990 14.092 3957 3966 3971 rBV2 754 1304 0.20% 0.027%
91 14.295 4026 4029 4033 rBV2 410 372 0.06% ©0.008%
92 14.456 4076 4079 4083 rBV2 696 725 0.11% 0.015%
93 14.620 4126 4130 4135 rBV2 446 506 0.08% 0.010%
94 14.687 4148 4151 4155 rBV2 341 3106 0.05% 0.006%
95 14.716 4158 4160 4165 rVB 486 358 0.06% 0.007%
96 15.028 4254 4257 4262 rVB 675 565 0.09% 0.012%
97 15.054 4262 4265 4268 rBV2 559 505 ©0.08% 0.010%
98 15.111 4280 4283 4287 rBV3 498 496 0.08% 0.010%
99 15.295 4338 4340 4346 rVB2 523 525 0.08% 0.011%
100 16.555 4730 4732 4738 rBV 593 435 0.07% 0.009%
Sum of corrected areas: 4890237
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\

: VU046304.D

: 13 Dec 2021 10:49

: SY/MD

¢ VU1213WBLO1

: 5.0mL/MSVOA_U/WATER

: 4 Sample Multiplier: 1

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

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

200000

150000

100000

50000

TIC: VU046304.D\data.ms

5.729

6.253
2.575 6.69¢

1.604 5.067
1.919
4.646
223668 3.64R23.279 4192 4.475 K 5.231 55E33 6.527

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
300000

250000

200000

150000

100000

50000

TIC: VU046304.D\data.ms
7.900 11.813 12
9.420

=

10.758

8.636

7.568

8.182

8EIIA5  7.401 lsiix; ]\835959

Q7106

I I [N T
7.00 7.50 8. 00 8. 50 9.00 9.50 10.00 10.50 11.00 11.50 12.00

200000

150000

100000

50000

TIC: VU046304.D\data.ms

RPIIBBE? . 53 HAMBNGI6 13.3231 3CRVERBBS421 0 8DP4.295. 454 BEEI6  1EMEBND. 295 16.555

Time-->

T ‘ T T ‘ T
12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

SFAMULM112921

WMA.M Sun Dec 19 07:06:04 2021 Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU121321\
Data File : VU@46304.D

Acqg On : 13 Dec 2021 10:49
Operator : SY/MD

Sample ¢ VU1213WBLO1

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\VU121321\
Data File : VU@46304.D

Acqg On : 13 Dec 2021 10:49
Operator : SY/MD

Sample : VU1213WBLO1

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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