LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028949.D

Acq On : 24 Dec 2018 15:54

Operator : MD/SY

Sample - J6542-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 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 126484 124291 13.09% 1.672%
2 1.668 147 154 174 rVB 98695 125238 13.19% 1.685%
3 2.270 330 341 354 rBVY 207630 320145 33.71% 4.307%
4 2.447 387 396 411 rBvV 4394 8891 0.94% 0.120%
5 2.617 446 449 451 rBV2 252 211 0.02% 0.003%
6 2.697 471 474 476 rBV2 331 214 0.02% 0.003%
7 2.836 505 517 532 rvB2 3004 6336 0.67% 0.085%
8 2.996 566 567 570 rvv 200 85 0.01% 0.001%
9 3.125 603 607 610 rBV 125 97 0.01% 0.001%
10 3.196 626 629 632 rBV 210 127 0.01% 0.002%
11 3.453 704 709 713 rVVv 114 133 0.01% 0.002%
12 3.472 713 715 717 rVwV 166 96 0.01% 0.001%
13 3.482 717 718 722 rVB 236 112 0.01% 0.002%
14 3.562 740 743 746 rVV 195 118 0.01% 0.002%
15 3.588 748 751 757 rBV 93 92 0.01% 0.001%
16 3.881 838 842 847 rVB 84 86 0.01% 0.001%
17 3.929 852 857 862 rBv2 201 197 0.02% 0.003%
18 3.990 863 876 898 rBV3 19208 50009 5.27% 0.673%
19 4.125 915 918 919 rBvV2 168 101 0.01% 0.001%
20 4.176 920 934 964 rBvY 83920 229043 24.12% 3.081%
21 4.430 1010 1013 1017 rVB2 305 216 0.02% 0.003%
22 4.482 1026 1029 1033 rVB 294 213 0.02% 0.003%
23 4_.533 1042 1045 1050 rvB 123 110 0.01% 0.001%
24  4.565 1050 1055 1057 rBvV 212 217 0.02% 0.003%
25 4.646 1063 1080 1103 rBvV 150476 353865 37.26% 4.761%
26 4_.755 1112 1114 1117 rVB2 444 224 0.02% 0.003%
27 4_.790 1122 1125 1129 rVB 148 83 0.01% 0.001%
28 4.884 1147 1154 1161 rVB3 391 740 0.08% 0.010%
29 4.983 1178 1185 1188 rBvV 223 314 0.03% 0.004%
30 5.022 1195 1197 1201 rVB 267 140 0.01% 0.002%
31 5.048 1201 1205 1208 rBV 119 94 0.01% 0.001%
32 5.067 1208 1211 1213 rVV 174 84 0.01% 0.001%
33 5.086 1215 1217 1220 rVB2 174 106 0.01% 0.001%

34 5.337 1271 1295 1327 rBV2 332352 949744 100.00% 12.778%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028949.D

Acq On : 24 Dec 2018 15:54

Operator : MD/SY

Sample - J6542-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 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 5.620 1377 1383 1384 rBV 171 116 0.01% 0.002%
36 5.639 1387 1389 1393 rVvv 256 116 0.01% 0.002%
37 5.662 1393 1396 1399 rVvv 270 144 0.02% 0.002%
38 5.745 1418 1422 1425 rVB2 251 181 0.02% 0.002%
39 5.774 1430 1431 1435 rVB 177 121 0.01% 0.002%
40 5.884 1450 1465 1483 rBV 290322 565560 59.55% 7.609%
41 6.099 1530 1532 1534 rBV 264 148 0.02% 0.002%
42 6.151 1546 1548 1552 rVB 168 106 0.01% 0.001%
43 6.176 1552 1556 1558 rVB 129 97 0.01% 0.001%
44 6.208 1562 1566 1568 rBV2 225 155 0.02% 0.002%
45 6.257 1579 1581 1583 rBV 152 84 0.01% 0.001%
46 6.331 1588 1604 1627 rBVY 212958 424839 44.73% 5.716%
47 6.450 1639 1641 1642 rBvV 284 141 0.01% 0.002%
48 6.501 1654 1657 1660 rBV 108 87 0.01% 0.001%
49 6.552 1668 1673 1675 rBV 85 84 0.01% 0.001%
50 6.562 1675 1676 1680 rVB 154 107 0.01% 0.001%
51 6.604 1687 1689 1692 rVB 181 96 0.01% 0.001%
52 6.694 1714 1717 1720 rBV 219 153 0.02% 0.002%
53 6.749 1730 1734 1737 rVB2 224 167 0.02% 0.002%
54 6.823 1751 1757 1760 rBV 80 85 0.01% 0.001%
55 6.929 1787 1790 1792 rBvV 171 92 0.01% 0.001%
56 6.951 1792 1797 1801 rVB3 270 224 0.02% 0.003%
57 6.974 1801 1804 1806 rBV 121 93 0.01% 0.001%
58 7.012 1813 1816 1822 rVB 114 83 0.01% 0.001%
59 7.070 1831 1834 1838 rVB2 220 171 0.02% 0.002%
60 7.167 1858 1864 1867 rBV2 240 265 0.03% 0.004%
61 7.224 1870 1882 1902 rBV 130527 228150 24.02% 3.069%
62 7.382 1928 1931 1935 rBV3 219 136 0.01% 0.002%
63 7.405 1936 1938 1940 rBV2 320 187 0.02% 0.003%
64 7.495 1961 1966 1967 rBV2 201 140 0.01% 0.002%

65 7.562 1974 1987 2005 rBV 458346 802718 84.52% 10.800%

66 7.848 2064 2076 2095 rBvV 87924 149588 15.75% 2.013%

67 7.999 2119 2123 2124 rBV 284 177 0.02% 0.002%
68 8.093 2148 2152 2153 rVB2 222 128 0.01% 0.002%
69 8.112 2153 2158 2159 rBV2 362 272 0.03% 0.004%
70 8.176 2167 2178 2190 rBV 9803 16775 1.77% 0.226%
71 8.266 2202 2206 2207 rBV 150 96 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028949.D

Acq On : 24 Dec 2018 15:54

Operator : MD/SY

Sample - J6542-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 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
Title

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

72 8.308 2207 2219 2252 rBV 308353 522928 55.06% 7.035%

73 8.536 2288 2290 2292 rBV 409 207 0.02% 0.003%
74 8.572 2298 2301 2302 rBV 263 143 0.02% 0.002%
75 8.604 2309 2311 2312 rBV 255 107 0.01% 0.001%
76 8.662 2324 2329 2331 rBV2 239 200 0.02% 0.003%
77 8.704 2340 2342 2345 rVB 433 160 0.02% 0.002%
78 8.742 2351 2354 2356 rBV 459 224 0.02% 0.003%
79 8.797 2369 2371 2374 rBV2 160 93 0.01% 0.001%
80 8.832 2378 2382 2387 rVB2 267 281 0.03% 0.004%
81 8.993 2429 2432 2436 rBvV 290 220 0.02% 0.003%
82 9.089 2449 2462 2494 rBV 403737 686200 72.25% 9.232%
83 9.289 2522 2524 2526 rBV 163 112 0.01% 0.002%
84 9.327 2534 2536 2539 rvVB2 405 130 0.01% 0.002%
85 9.363 2542 2547 2548 rBV2 447 384 0.04% 0.005%
86 9.372 2548 2550 2554 rBV3 479 312 0.03% 0.004%
87 9.694 2648 2650 2651 rBV 215 118 0.01% 0.002%
88 9.755 2665 2669 2670 rBvV 189 93 0.01% 0.001%
89 9.768 2670 2673 2676 rBV 449 354 0.04% 0.005%
90 9.829 2690 2692 2697 rVB2 330 212 0.02% 0.003%
91 9.871 2703 2705 2709 rBvV2 235 203 0.02% 0.003%
92 10.022 2748 2752 2754 rBV 394 273 0.03% 0.004%
93 10.070 2764 2767 2768 rBV2 262 157 0.02% 0.002%
94 10.141 2787 2789 2793 rBV 328 148 0.02% 0.002%
95 10.199 2805 2807 2809 rBV 514 235 0.02% 0.003%
96 10.337 2849 2850 2853 rBV2 362 233 0.02% 0.003%
97 10.430 2866 2879 2896 rBV 310718 491168 51.72% 6.608%
98 10.604 2925 2933 2945 rVB 11495 18429 1.94% 0.248%

99 11.482 3195 3206 3232 rVB 407823 640054 67.39% 8.611%
100 11.858 3311 3323 3345 rBVY 443009 705881 74.32% 9.497%

Sum of corrected areas: 7432913
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028949.D

Acq On : 24 Dec 2018 15:54

Operator : MD/SY

Sample - J6542-13

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 19 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: VU028949.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028949.D

Acq On : 24 Dec 2018 15:54

Operator : MD/SY

Sample - J6542-13

Misc = 5.0mL/MSVOA_U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
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 4.42 ug/L 50009 1,4-Difluorobenzene 5.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanal 72 C4H80 000123-72-8 91
2 Butanal 72 C4H80 000123-72-8 91
3 Butanal 72 C4H80 000123-72-8 91
4 Butanal 72 C4H80 000123-72-8 91
5 Ethene, ethoxy- 72 C4H80 000109-92-2 64

Abundance Scan 876 (3.990 min): VU028949.D (-863) (-) 44 .05 100.00%
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122418\
Data File : VU028949.D

Acq On : 24 Dec 2018 15:54

Operator : MD/SY

Sample - J6542-13

Misc : 5.0mL/MSVOA_U/WATER

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
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 4.4 ug/L 50009 1 5.88 565560 50.0
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