LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122718\
Data File : VU028957.D

Aca On : 27 Dec 2018 10:20

Operator : MD/SY

Sample = J6506-05ME

Misc : 5.78a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 heiaht area % max. total
1 1.395 63 69 84 rvB 75735 85723 11.54% 1.332%
2 2.234 320 330 344 rVB 155609 240899 32.42% 3.743%
3 2.623 446 451 458 rBvV2 568 966 0.13% 0.015%
4 2.681 462 469 482 rVB5 2353 4575 0.62% 0.071%
5 2.733 483 485 489 rVB 211 123 0.02% 0.002%
6 2.829 502 515 531 rBV2 5126 11381 1.53% 0.177%
7 2.910 538 540 541 rBV 228 87 0.01% 0.001%
8 3.193 624 628 631 rBV2 361 342 0.05% 0.005%
9 3.430 699 702 709 rBV2 176 184 0.02% 0.003%
10 3.530 730 733 735 rBV2 129 87 0.01% 0.001%
11 3.620 759 761 765 rVB 179 102 0.01% 0.002%
12 3.643 765 768 772 rBV 95 91 0.01% 0.001%
13 3.739 791 798 801 rBV 92 136 0.02% 0.002%
14 3.829 823 826 829 rVB 183 93 0.01% 0.001%
15 3.935 857 859 864 rVB 174 89 0.01% 0.001%
16 4.045 889 893 896 rBV 115 95 0.01% 0.001%
17 4.119 913 916 917 rBV 164 78 0.01% 0.001%
18 4.193 926 939 981 rBV 48689 168099 22.62% 2.612%
19 4.530 1040 1044 1047 rBvV2 210 233 0.03% 0.004%
20 4.643 1061 1079 1104 rBvV 112737 276832 37.25% 4.301%
21 4.845 1138 1142 1145 rBvV 112 93 0.01% 0.001%
22 4.861 1145 1147 1149 rBvV2 178 100 0.01% 0.002%
23 4.951 1172 1175 1178 rBvV2 236 231 0.03% 0.004%
24 5.025 1194 1198 1201 rBV 160 120 0.02% 0.002%
25 5.080 1207 1215 1220 rVB2 228 267 0.04% 0.004%
26 5.115 1224 1226 1230 rVV 189 97 0.01% 0.002%
27 5.138 1230 1233 1235 rVB2 151 88 0.01% 0.001%
28 5.250 1265 1268 1270 rBvV2 193 151 0.02% 0.002%
29 5.328 1270 1292 1324 rVVv2 255753 722351 97.21% 11.223%
30 5.610 1372 1380 1383 rBv4 1302 1690 0.23% 0.026%
31 5.697 1404 1407 1413 rVB 211 134 0.02% 0.002%
32 5.742 1418 1421 1423 rVB2 162 90 0.01% 0.001%
33 5.755 1423 1425 1429 rVB2 162 96 0.01% 0.001%
34 5.784 1429 1434 1437 rVB2 231 177 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122718\
Data File : VU028957.D

Aca On : 27 Dec 2018 10:20

Operator : MD/SY

Sample = J6506-05ME

Misc : 5.78a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 5.803 1437 1440 1442 rBvV 154 97 0.01% 0.002%
36 5.881 1449 1464 1495 rBV 285180 583088 78.47% 9.060%
37 6.157 1547 1550 1552 rVvB2 173 99 0.01% 0.002%
38 6.180 1552 1557 1558 rBV 352 299 0.04% 0.005%
39 6.244 1569 1577 1578 rBV 1386 1226 0.16% 0.019%
40 6.324 1589 1602 1628 rVB 153156 324572 43.68% 5.043%
41 6.463 1642 1645 1647 rVB3 229 136 0.02% 0.002%
42 6.607 1688 1690 1694 rBV 165 88 0.01% 0.001%
43 6.630 1694 1697 1702 rVB 208 154 0.02% 0.002%
44 6.697 1715 1718 1722 rVB 161 103 0.01% 0.002%
45 6.720 1722 1725 1728 rBV 196 108 0.01% 0.002%
46 6.794 1745 1748 1751 rBvV 172 101 0.01% 0.002%
47 6.823 1755 1757 1762 rVB2 140 94 0.01% 0.001%
48 6.874 1768 1773 1774 rBV2 762 521 0.07% 0.008%
49 6.996 1809 1811 1815 rVB2 289 161 0.02% 0.003%
50 7.016 1815 1817 1820 rVB2 185 103 0.01% 0.002%
51 7.093 1839 1841 1843 rBV 187 110 0.01% 0.002%
52 7.128 1848 1852 1853 rBV 169 103 0.01% 0.002%
53 7.228 1870 1883 1906 rBV 92072 178734 24.05% 2.777%
54 7.446 1946 1951 1953 rBV2 188 167 0.02% 0.003%
55 7.482 1955 1962 1973 rVB2 999 1907 0.26% 0.030%

56 7.562 1973 1987 2013 rBV 329012 609187 81.98% 9.465%
57 7.852 2066 2077 2098 rBV 60401 120565 16.23% 1.873%

58 7.987 2117 2119 2122 rBV 271 174 0.02% 0.003%
59 8.012 2122 2127 2132 rVB2 379 256 0.03% 0.004%
60 8.038 2132 2135 2136 rBvV 180 119 0.02% 0.002%
61 8.048 2136 2138 2142 rVB2 347 237 0.03% 0.004%
62 8.096 2151 2153 2155 rBV 125 88 0.01% 0.001%
63 8.173 2163 2177 2182 rBV3 795 1444 0.19% 0.022%

64 8.225 2182 2193 2212 rVB 68108 117530 15.82% 1.826%
65 8.327 2212 2225 2250 rBV 219569 441385 59.40% 6.858%

66 8.720 2342 2347 2352 rBV3 311 354 0.05% 0.006%
67 8.765 2358 2361 2364 rBV2 182 103 0.01% 0.002%
68 8.803 2370 2373 2376 rBV 172 114 0.02% 0.002%
69 8.932 2408 2413 2416 rBV2 263 229 0.03% 0.004%
70 8.951 2417 2419 2422 rVV 206 108 0.01% 0.002%
71 8.977 2424 2427 2428 rBV 164 88 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122718\
Data File : VU028957.D

Aca On : 27 Dec 2018 10:20

Operator : MD/SY

Sample = J6506-05ME

Misc : 5.78a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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 8.990 2428 2431 2433 rVV 316 186 0.03% 0.003%
73 9.093 2449 2463 2488 rBVY 392542 725852 97.68% 11.278%
74 9.295 2524 2526 2529 rVB2 220 126 0.02% 0.002%
75 9.331 2534 2537 2542 rBvV 224 177 0.02% 0.003%
76 9.376 2544 2551 2557 rBVv4 469 732 0.10% 0.011%
77 9.437 2567 2570 2575 rVB 212 124 0.02% 0.002%
78 9.462 2575 2578 2582 rBV 286 204 0.03% 0.003%
79 9.601 2619 2621 2624 rBvV 162 89 0.01% 0.001%
80 9.694 2647 2650 2651 rBV 256 112 0.02% 0.002%
81 9.787 2672 2679 2683 rBV3 529 705 0.09% 0.011%
82 9.813 2683 2687 2690 rVB3 354 300 0.04% 0.005%
83 9.980 2737 2739 2744 rVB 235 128 0.02% 0.002%
84 10.009 2744 2748 2751 rVB2 289 158 0.02% 0.002%
85 10.064 2762 2765 2769 rVB 233 129 0.02% 0.002%
86 10.105 2775 2778 2779 rBY 160 98 0.01% 0.002%
87 10.160 2789 2795 2797 rBV2 402 397 0.05% 0.006%
88 10.392 2864 2867 2868 rVVv 260 128 0.02% 0.002%
89 10.437 2869 2881 2905 rVB 280580 442704 59.58% 6.878%
90 10.604 2924 2933 2945 rVB2 3739 5714 0.77% 0.089%
91 10.704 2960 2964 2968 rVB 260 224 0.03% 0.003%
92 11.009 3055 3059 3061 rBV2 165 138 0.02% 0.002%
93 11.067 3074 3077 3082 rVB3 366 307 0.04% 0.005%
94 11.154 3101 3104 3105 rBvY 171 109 0.01% 0.002%
95 11.385 3173 3176 3178 rBvY 210 140 0.02% 0.002%
96 11.421 3182 3187 3192 rBvV4 637 716 0.10% 0.011%
97 11.485 3195 3207 3227 rBV 472192 743077 100.00% 11.545%
98 11.803 3303 3306 3307 rBvY 316 173 0.02% 0.003%
99 11.861 3312 3324 3349 rVVW 376922 606653 81.64% 9.426%
100 14.276 4068 4075 4084 rVB2 4624 6751 0.91% 0.105%

Sum of corrected areas: 6436203
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU122718\
Data File : VU028957.D

Aca On : 27 Dec 2018 10:20

Operator : MD/SY

Sample = J6506-05ME

Misc : 5.78a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

400000

300000

200000

100000

TIC: VU028957.D

2.23
4.64

1.40

4.19

5.33

5

I

285801 mgaaamm&%m&\ 45
T T T I T T T T T

4. 859 HBAA.

Time-->

1.50

2.00

2.50

T
3.00

3.50

4.00

T
4.50

T
5.00

5.88

6.32

BHR4\ 6.4664
6.50

Abundance

400000

300000

200000

100000

oL~
Time-->

TIC: VU028957.D

9.09

7.56
10.44

7.23

11448

11.86

8.33
7.85 8.2
\ ) \ m QOBRERA . 61 G0 7L SERIIG16 10
I T Al B T I T T T T I T T T T I T T T T I T T T 1
8.00 8.50 9.00

9.50 10.00 10.50

%#9;@70 1lnun51nJJLT&3£LL
T T T T I T T T T I

11.00

11.50 12.00

Abundance

400000

300000

200000

100000

TIC: VU028957.D

14.28

Ob—
Time-->

™
14.00

™ T
14.50 15.00

—
12.50

.
13.00

T
13.50

SOMULM122018WMA .M Fri Dec 28 15:09:41 2018




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122718\
Data File : VU028957.D

Acq On : 27 Dec 2018 10:20

Operator : MD/SY

Sample - J6506-05ME

Misc : 5.789/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 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

No Library Search Compounds Detected
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU122718\
Data File : VU028957.D

Acq On : 27 Dec 2018 10:20

Operator : MD/SY

Sample - J6506-05ME

Misc : 5.789/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 5 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]
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