LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028950.D

Acq On : 24 Dec 2018 16:18

Operator : MD/SY

Sample : J6542-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 1.398 63 70 82 rBv 123872 120926 13.19% 1.658%
2 1.665 145 153 165 rBvY 98291 119459 13.03% 1.638%
3 2.267 329 340 354 rBVY 206724 315582 34.42%  4.326%
4 2.386 373 377 384 rVB3 330 330 0.04% 0.005%
5 2.450 386 397 414 rBvV 11648 22349 2.44% 0.306%
6 2.620 444 450 452 rBV2 232 264 0.03% 0.004%
7 2.701 471 475 477 rBV2 303 205 0.02% 0.003%
8 2.836 503 517 535 rBY 7470 15826 1.73% 0.217%
9 3.067 586 589 596 rvB 160 174 0.02% 0.002%
10 3.170 615 621 629 rvB 203 257 0.03% 0.004%
11 3.649 767 770 778 rVB 153 172 0.02% 0.002%
12 3.694 778 784 788 rBV 114 135 0.01% 0.002%
13 3.990 864 876 898 rBV3 13110 34461 3.76% 0.472%
14 4.176 919 934 968 rBvY 83612 237108 25.86% 3.251%
15 4_363 988 992 995 rBV3 314 267 0.03% 0.004%
16 4.508 1034 1037 1039 rBvV 267 172 0.02% 0.002%
17 4.520 1039 1041 1045 rVvB2 251 176 0.02% 0.002%
18 4.646 1061 1080 1104 rBvV 146277 347642 37.92%  4.766%
19 4.877 1147 1152 1156 rvv2 467 520 0.06% 0.007%
20 4.897 1156 1158 1164 rVB 551 327 0.04% 0.004%
21 4.974 1179 1182 1187 rVB2 314 230 0.03% 0.003%
22 5.225 1257 1260 1264 rBB2 224 134 0.01% 0.002%
23 5.337 1271 1295 1326 rBvV2 318971 916832 100.00% 12.569%
24 5.479 1338 1339 1342 rVv2 360 127 0.01% 0.002%
25 5.710 1408 1411 1414 rBV2 285 237 0.03% 0.003%
26 5.742 1418 1421 1424 rVB 235 142 0.02% 0.002%
27 5.884 1447 1465 1493 rBV 291211 567616 61.91% 7.781%
28 6.125 1539 1540 1544 rVB2 278 203 0.02% 0.003%
29 6.167 1550 1553 1558 rVB3 277 184 0.02% 0.003%
30 6.199 1558 1563 1565 rBV2 824 766 0.08% 0.011%
31 6.327 1589 1603 1626 rBVY 203171 410213 44.74% 5.624%
32 6.453 1639 1642 1649 rBV3 293 330 0.04% 0.005%
33 6.533 1665 1667 1670 rVB2 248 144 0.02% 0.002%
34 6.575 1677 1680 1682 rBV2 343 195 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028950.D

Acq On : 24 Dec 2018 16:18

Operator : MD/SY

Sample : J6542-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis

35 6.852 1762 1766 1771 rVv2 278 293 0.03% 0.004%
36 7.151 1856 1859 1862 rVB 236 157 0.02% 0.002%
37 7.225 1870 1882 1900 rBvV 125436 218992 23.89% 3.002%
38 7.353 1920 1922 1927 rBV2 216 145 0.02% 0.002%
39 7.469 1955 1958 1962 rVB 240 190 0.02% 0.003%

40 7.562 1974 1987 2021 rBV 437697 779691 85.04% 10.689%

41 7.848 2062 2076 2096 rBV 85073 144246 15.73% 1.977%

42 7.961 2108 2111 2113 rBV 168 143 0.02% 0.002%
43 8.176 2165 2178 2191 rBV 7653 13764 1.50% 0.189%
44 8.266 2203 2206 2208 rBV 240 147 0.02% 0.002%
45 8.308 2208 2219 2249 rBV 294907 501542 54.70% 6.876%
46 8.520 2283 2285 2287 rBV2 193 127 0.01% 0.002%
47 8.559 2294 2297 2300 rBV3 339 272 0.03% 0.004%
48 8.691 2336 2338 2345 rVB2 208 182 0.02% 0.002%
49 8.781 2362 2366 2368 rBvV 282 185 0.02% 0.003%
50 8.823 2374 2379 2383 rVB2 185 196 0.02% 0.003%
51 8.845 2383 2386 2387 rBV 302 150 0.02% 0.002%
52 8.874 2391 2395 2398 rBVvV2 232 140 0.02% 0.002%
53 8.938 2411 2415 2419 rBV 124 128 0.01% 0.002%
54 8.967 2419 2424 2428 rVB2 236 301 0.03% 0.004%
55 8.999 2428 2434 2437 rBV2 341 326 0.04% 0.004%
56 9.086 2449 2461 2497 rBvV 399042 677067 73.85% 9.282%
57 9.244 2506 2510 2511 rBV2 371 251 0.03% 0.003%
58 9.282 2520 2522 2524 rVB 252 137 0.01% 0.002%
59 9.302 2524 2528 2531 rVB2 475 337 0.04% 0.005%
60 9.379 2546 2552 2556 rvv3 641 811 0.09% 0.011%
61 9.504 2586 2591 2595 rBV2 197 243 0.03% 0.003%
62 9.575 2610 2613 2616 rBV2 294 192 0.02% 0.003%
63 9.633 2628 2631 2635 rVB 329 162 0.02% 0.002%
64 9.723 2655 2659 2661 rBvV 208 158 0.02% 0.002%
65 9.768 2670 2673 2675 rBvV2 234 151 0.02% 0.002%
66 9.787 2677 2679 2687 rVV3 457 368 0.04% 0.005%
67 9.842 2690 2696 2699 rBvV2 289 320 0.03% 0.004%
68 9.922 2719 2721 2727 rVB 218 137 0.01% 0.002%
69 9.954 2727 2731 2733 rBV 178 141 0.02% 0.002%
70 10.170 2790 2798 2806 rBV3 489 751 0.08% 0.010%
71 10.295 2836 2837 2843 rVB2 173 165 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028950.D

Acq On : 24 Dec 2018 16:18

Operator : MD/SY

Sample : J6542-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\VOASRV\HPCHEM1\MSVOA U\METHOD\SOMULM122018WMA .M
Title : VOC Analysis
72 10.324 2843 2846 2850 rVB2 342 236 0.03% 0.003%
73 10.353 2850 2855 2858 rBV2 263 320 0.03% 0.004%
74 10.430 2866 2879 2901 rBV 301413 475142 51.82% 6.514%
75 10.562 2914 2920 2922 rBV2 305 248 0.03% 0.003%
76 10.607 2922 2934 2948 rVV2 9057 14720 1.61% 0.202%
77 10.710 2962 2966 2970 rBV2 171 149 0.02% 0.002%
78 10.761 2980 2982 2987 rVB 352 248 0.03% 0.003%
79 10.797 2987 2993 2994 rBV2 360 347 0.04% 0.005%
80 10.826 2998 3002 3006 rBV3 411 439 0.05% 0.006%
81 10.893 3020 3023 3028 rBV3 428 442 0.05% 0.006%
82 11.253 3131 3135 3137 rBV3 242 174 0.02% 0.002%
83 11.292 3141 3147 3150 rBV2 438 458 0.05% 0.006%
84 11.376 3168 3173 3178 rBV2 397 414 0.05% 0.006%
85 11.482 3193 3206 3228 rBV 407149 638295 69.62% 8.750%
86 11.752 3286 3290 3296 rBV3 419 542 0.06% 0.007%
87 11.858 3310 3323 3343 rBV 425226 685015 74.72% 9.391%
88 12.064 3385 3387 3389 rBV 272 153 0.02% 0.002%
89 12.083 3390 3393 3395 rVB2 429 296 0.03% 0.004%
90 12.314 3463 3465 3468 rBV3 323 201 0.02% 0.003%
91 12.395 3487 3490 3492 rBV4 528 349 0.04% 0.005%
92 12.475 3509 3515 3528 rVB 3928 5672 0.62% 0.078%
93 13.527 3840 3842 3846 rVB3 705 449 0.05% 0.006%
94 13.552 3847 3850 3853 rBV2 565 420 0.05% 0.006%
95 13.919 3961 3964 3966 rBV3 660 402 0.04% 0.006%
96 13.996 3986 3988 3991 rVB2 440 245 0.03% 0.003%
97 14.157 4036 4038 4041 rBV2 486 368 0.04% 0.005%
98 14.469 4132 4135 4139 rVB2 583 352 0.04% 0.005%
99 14.710 4205 4210 4211 rBV3 1178 1042 0.11% 0.014%
100 16.063 4624 4631 4637 rBV3 7199 10897 1.19% 0.149%
Sum of corrected areas: 7294448
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028950.D

Acq On : 24 Dec 2018 16:18

Operator : MD/SY

Sample - J6542-14

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: VU028950.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028950.D

Acq On : 24 Dec 2018 16:18

Operator : MD/SY

Sample - J6542-14

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butanal Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.

3.99 3.04 ug/L 34461 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 90
2 Butanal 72 C4H80 000123-72-8 90
3 Butanal 72 C4H80 000123-72-8 83
4 Propanal, 2-methyl- 72 C4H80 000078-84-2 9
5 Pentanal 86 C5H100 000110-62-3 9

Abundance Scan 876 (3.990 min): VU028950.D (-864) (-) 44 .10 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028950.D

Acq On : 24 Dec 2018 16:18

Operator : MD/SY

Sample : J6542-14

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\VOASRV\HPCHEM1\MSVOA_ U\METHOD\SOMULM122018WMA .M
Quant Title : VOC Analysis

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|
TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]

Butanal 3.99 3.0 ug/L 34461 1 5.88 567616 50.0
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