LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50451.D

Acqg On : 26 Aug 2022 12:51
Operator : SY/MD

Sample : VUe826WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 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\SFAMULM@82422WMA .M
Title : VOC Analysis

Signal : TIC: VU@50451.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1  1.482 40 44 49 rBvV2 2524 2588 0.17% 0.024%
2 1.517 50 55 63 rBvV3 2625 3435 0.22% 0.031%
3 1.594 72 79 111 rBV 189388 257232 16.58% 2.347%
4 1.887 162 170 188 rVB 155645 215699 13.90%  1.968%
5 2.559 366 379 396 rBV 315706 511167 32.94% 4.664%
6 2.629 399 401 413 rVB6 1432 1884 0.12% 0.017%
7 2.793 450 452 457 rVB2 649 431 0.03% 0.004%
8 2.832 461 464 467 rBv2 266 249 0.02% 0.002%
9 2.964 503 505 511 rVB3 381 246 0.02% 0.002%
106 3.041 520 529 540 rVB5 2921 5378 ©.35% 0.049%
11 3.176 562 571 573 rBV3 950 1229 0.08% 0.011%
12 3.247 589 593 594 rBV 260 189 0.01% 0.002%
13  3.343 618 623 629 rBV 224 245 0.02% 0.002%
14 3.417 640 646 650 rvv2 255 301 ©0.02% 0.003%
15 3.482 660 666 670 rBv2 326 354 0.02% ©0.003%
16 3.517 673 677 679 rBv2 238 202 0.01% ©0.002%
17 3.636 711 714 718 rBV2 288 252  0.02% 0.002%
18 3.745 745 748 753 rVB2 210 184 0.01% 0.002%
19 3.793 760 763 770 rVB2 214 245 0.02% 0.002%
20 3.838 770 777 782 rBV2 272 400 0.03% 0.004%
21  4.317 918 926 935 rBV2 822 1477 0.10% 0.013%
22 4.424 952 959 962 rBV2 157 204 0.01% 0.002%
23 4.620 1007 1020 1049 rBV 160649 396414 25.55% 3.617%
24 5.060 1141 1157 1182 rBV 278730 605182 39.00% 5.522%
25 5.208 1198 1203 1207 rBV3 557 579 0.04% 0.005%
26 5.269 1218 1222 1224 rWV 718 644 0.04% 0.006%
27 5.285 1225 1227 1237 rVVé6 1350 1807 0.12% 0.016%
28 5.366 1245 1252 1265 rBV3 821 1754 0.11% 0.016%
29 5.449 1275 1278 1281 rVB 378 220 0.01% 0.002%
30 5.723 1341 1363 1395 rBV2 576814 1551713 100.00% 14.158%
31 5.964 1434 1438 1439 rBvV2 564 307 ©0.02% 0.003%
32 6.044 1458 1463 1466 rBV3 200 212 0.01% 0.002%
33 6.108 1480 1483 1486 rBvV2 410 279 0.02% ©0.003%
34 6.124 1486 1488 1491 rVwV 340 193 0.01% 0.002%
35 6.247 1511 1526 1556 rBV 381055 714855 46.07% 6.522%
36 6.485 1597 1600 1602 rBV2 394 266 0.02% 0.002%
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Method : Z:\voasrv\HPCHEM1\MSVOA_ U\Method\SFAMULM@82422WMA .M
Title : VOC Analysis
37 6.530 1607 1614 1621 rVB5 1070 17065 0.11% 0.016%
38 6.581 1626 1630 1633 rBvV2 290 252  0.02% 0.002%
39 6.604 1633 1637 1640 rBV2 391 207 0.01% 0.002%
40 6.690 1649 1664 1684 rBV 362654 700215 45.13% 6.389%
41  6.964 1745 1749 1751 rBvV2 291 196 0.01% 0.002%
42 7.054 1775 1777 1781 rVB 352 250 0.02% 0.002%
43 7.121 1792 1798 1801 rBV2 187 204 0.01% 0.002%
44  7.176 1812 1815 1816 rBvV2 459 234 0.02% 0.002%
45  7.259 1834 1841 1843 rVB2 292 271 0.02% 0.002%
46 7.282 1843 1848 1852 rBvV2 273 247 0.02% 0.002%
47  7.565 1923 1936 1960 rBV 175850 310002 19.98%  2.829%
48 7.745 1989 1992 1996 rBvV2 334 258 0.02% 0.002%
49 7.896 2024 2039 2062 rBV 646451 1126672 72.61% 10.280%
50 8.041 2082 2084 2090 rvB2 512 341 0.02% 0.003%
51 8.179 2112 2127 2146 rBV 121906 203886 13.14% 1.860%
52 8.404 2195 2197 2200 rVB 384 203 0.01% 0.002%
53  8.423 2200 2203 2208 rVB2 359 290 0.02% ©0.003%
54  8.472 2214 2218 2220 rVB2 333 219 0.01% 0.002%
55  8.488 2220 2223 2226 rVB2 346 215 0.01% 0.002%
56 8.523 2232 2234 2242 rVB2 298 236 0.02% 0.002%
57 8.636 2252 2269 2318 rBV2 438526 892386 57.51%  8.142%
58 8.925 2356 2359 2364 rBvV3 335 349 0.02% 0.003%
59 8.980 2373 2376 2380 rVV 428 350 0.02% 0.003%
60 9.012 2384 2386 2394 rVB3 332 247 0.02% 0.002%
61 9.243 2452 2458 2461 rBV2 205 223  0.01% 0.002%
62 9.333 2481 2486 2490 rBV2 229 215 0.01% 0.002%
63 9.417 2499 2512 2537 rBV 540748 898657 57.91% 8.200%
64 9.571 2557 2560 2568 rVB4 539 533 0.03% 0.005%
65 9.697 2593 2599 2602 rBV2 446 488 0.03% 0.004%
66 9.861 2647 2650 2656 rVv2 229 248 0.02% ©0.002%
67 10.063 2709 2713 2715 rBV2 329 198 0.01% 0.002%
68 10.301 2783 2787 2789 rBV 234 198 0.01% 0.002%
69 10.398 2813 2817 2826 rBV 253 389 0.03% 0.004%
70 10.484 2841 2844 2849 rVB2 335 347 0.02% 0.003%
71 10.565 2864 2869 2872 rVB2 234 219 0.01% 0.002%
72 10.594 2874 2878 2880 rBV2 207 189 0.01% 0.002%
73 10.674 2896 2903 2905 rBV 371 407 0.03% 0.004%
74 10.758 2914 2929 2947 rBV 536474 875601 56.43% 7.989%
75 10.877 2961 2966 2973 rVB2 465 566 0.04% 0.005%
76 11.063 3019 3024 3028 rBV 349 308 0.02% ©0.003%
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77 11.285 3090 3093 3102 rBV 187 302 0.02% 0.003%
78 11.533 3166 3170 3173 rBV 299 271 0.02% 0.002%
79 11.636 3194 3202 3206 rBV 594 753 0.05% 0.007%
80 11.668 3210 3212 3217 rVB2 319 209 0.01% 0.002%
81 11.693 3217 3220 3225 rBV2 294 325 0.02% 0.003%
82 11.745 3233 3236 3238 rBV 345 204 0.01% 0.002%
83 11.812 3244 3257 3282 rBV 441297 714313 46.03% 6.518%
84 12.028 3319 3324 3328 rVB2 464 470 0.03% 0.004%
85 12.144 3357 3360 3362 rBV2 348 233  0.02% 0.002%
86 12.192 3362 3375 3400 rBV 564852 935221 60.27% 8.533%
87 12.346 3420 3423 3424 rBV 518 302 0.02% 0.003%
88 12.462 3454 3459 3460 rBV2 281 287 0.02% 0.003%
89 12.555 3484 3488 3491 rBV2 345 314 0.02% 0.003%
90 12.713 3535 3537 3541 rVVv3 278 209 0.01% 0.002%
91 12.812 3566 3568 3576 rBV3 419 410 0.03% 0.004%
92 12.861 3581 3583 3585 rBV 361 210 0.01% 0.002%
93 12.970 3615 3617 3623 rBV2 303 266 0.02% 0.002%
94 13.311 3719 3723 3725 rBV2 800 655 0.04% 0.006%
95 13.854 3884 3892 3898 rBV3 1369 2026 ©0.13% 0.018%
96 14.102 3963 3969 3974 rVB2 1776 2398 0.15% 0.022%
97 14.336 4037 4042 4051 rVB5S 1986 2842 0.18% 0.026%
98 14.864 4203 4206 4208 rBV2 479 307 0.02% 0.003%
99 15.571 4423 4426 4429 rBV3 872 652 0.04% 0.006%
100 15.648 4447 4450 4452 rBV3 849 438 0.03% 0.004%
Sum of corrected areas: 10959854
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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 -

Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe82622\

: VU@50451.D

: 26 Aug 2022 12:51
: SY/MD

. VUO826WBLO1

: 5.0mL/MSVOA_U/WATER
: 5

Sample Multiplier: 1

Integrated Chromatogram

: Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .M

: VOC Analysis

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

Abundance

600000

500000

400000

300000

200000

100000

0

2.559

1.594
1.887

11

| 50 26292783280 X8L 3781 3BBRHIBH
DB R R L L BN A o e B I

Time-->

TIC: VU050451.D\data.ms

5.723

6.247 6.69(

5.060

4.620

838 4.34424

TT T

5.
\‘FTT\"Y—‘ T

[T T T T T [T T T[T T T[T Trrr] T

—V_Y_Y—TY_Y_Y_Y—TY_F
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

600000

500000

400000

300000

200000

100000

7.896

8.636

7.565
8.179

TIC: VU050451.D\data.ms

121

9.417 10.758

11.812

R

(o}
Time-->

6.950 AT EBP

7.745)
T T
7.00 7.50 8.00 8.50

ool el ee

—T
9.00

2 9.313 9.591699.8610.063].0m]£m'l
B e e e e e

.8771.0631.28511
T T T T
9.50 10.00

11.00

12.028/4
e
12.00

11.50

Abundance

600000

500000

400000

300000

200000

100000

10.50
TIC: VU050451.D\data.ms

14.864 1515748

Time-->

(12.3266358 7ABERD70 13.311
T T ‘ T T T T ‘ T T T T

T
12.50 13.00 13.50 14.00

13.85414.10214.336
T T T ‘ T T T T

\ \
14.50

15.50

‘ T T T T ‘ T T ‘ T
15.00 16.00 16.50 17.00 17.50

SFAMULM@82422WMA.M Mon Aug 29 11:30:23 2022

Page: 4




Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU082622\
Data File : VU@50451.D

Acqg On : 26 Aug 2022 12:51
Operator : SY/MD

Sample ¢ VUe826WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA.M
Quant Title : VOC Analysis

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

No Library Search Compounds Detected
sk 3k 3k 5k 3k 5k 3k 5k 3k ok 3k 3k 5k 3k 5k 3k 5k 3k sk 3k >k 3k %k 5k 3k >k 3k 5k 3k >k 3k sk 5k 3k >k 3k >k 3k 5k 3k 5k 3k >k 5k >k >k 3k 5k 3k 5k 3k >k 3k >k 5k %k >k %k >k 3k >k 3k %k 5k %k >k %k >k k



Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@82622\
Data File : VU@50451.D

Acqg On : 26 Aug 2022 12:51
Operator : SY/MD

Sample : VUe826WBLO1

Misc : 5.0mL/MSVOA_U/WATER

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\SFAMULM@82422WMA .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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