LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062618\
Data File : VU024922.D

Aca On : 26 Jun 2018 13:13

Operator : MD/SY

Sample = J3641-03ME

Misc : 7.51a/5.0mL/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\SOMULMO61518WMA .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 0.664 20 23 26 rBv2 210 142 0.01% 0.001%
2 0.680 26 28 32 rvB 251 162 0.01% 0.001%
3 0.709 35 37 43 rBV2 186 221 0.02% 0.002%
4 0.825 69 73 75 rBv2 199 132 0.01% 0.001%
5 0.838 75 77 81 rvv2 181 115 0.01% 0.001%
6 0.860 83 84 86 rvv 198 75 0.01% 0.001%
7 0.873 86 88 89 rvv 249 95 0.01% 0.001%
8 0.883 89 91 95 rvB 451 233 0.02% 0.002%
9 0.902 95 97 101 rBV 179 139 0.01% 0.001%
10 0.925 101 104 106 rBv2 248 178 0.01% 0.002%
11 0.960 112 115 118 rBvV 328 231 0.02% 0.002%

12 1.085 138 154 177 rBV 1166501 1358464 100.00% 12.536%
13 1.397 244 251 268 rVB 79971 112325 8.27% 1.037%
14 2.246 505 515 531 rVB 206016 323019 23.78% 2.981%

15 2.963 735 738 740 rBV2 400 259 0.02% 0.002%
16 3.043 762 763 766 rBvV2 286 114 0.01% 0.001%
17 3.121 781 787 790 rBV2 607 564 0.04% 0.005%
18 3.204 811 813 815 rBV 315 194 0.01% 0.002%
19 3.436 883 885 889 rvB2 304 193 0.01% 0.002%
20 3.526 911 913 914 rBV2 228 121 0.01% 0.001%
21 3.555 919 922 925 rVB2 345 202 0.01% 0.002%
22 3.574 925 928 929 rBV 272 149 0.01% 0.001%
23 3.635 945 947 949 rBV 234 114 0.01% 0.001%
24 3.799 995 998 1003 rBV 376 285 0.02% 0.003%
25 3.960 1045 1048 1049 rBvV 386 176 0.01% 0.002%
26 4.076 1082 1084 1085 rBV 163 72 0.01% 0.001%
27 4.104 1092 1093 1099 rVB 178 78 0.01% 0.001%
28 4.133 1099 1102 1105 rBV3 259 222 0.02% 0.002%
29 4.194 1105 1121 1172 rBV 72951 284753 20.96% 2.628%
30 4.510 1215 1219 1220 rBV2 293 215 0.02% 0.002%
31 4_.567 1233 1237 1241 rVB2 404 396 0.03% 0.004%
32 4.648 1246 1262 1290 rVvV 178150 449332 33.08% 4.146%
33 4.789 1304 1306 1307 rBV 212 104 0.01% 0.001%
34 4.876 1328 1333 1336 rBV3 540 585 0.04% 0.005%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062618\
Data File : VU024922.D

Aca On : 26 Jun 2018 13:13

Operator : MD/SY

Sample = J3641-03ME

Misc : 7.51a/5.0mL/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\SOMULMO61518WMA _M
Title : VOC Analysis

35 4_.950 1354 1356 1359 rBV2 248 164 0.01% 0.002%
36 4.969 1359 1362 1363 rBvV 366 216 0.02% 0.002%
37 5.047 1383 1386 1390 rBV2 319 287 0.02% 0.003%
38 5.098 1399 1402 1403 rBV 193 109 0.01% 0.001%
39 5.169 1420 1424 1425 rBV 235 159 0.01% 0.001%
40 5.230 1437 1443 1445 rBvY 323 386 0.03% 0.004%
41 5.336 1452 1476 1511 rBV2 379454 1122708 82.65% 10.360%
42 5.612 1552 1562 1575 rBV6 2977 7148 0.53% 0.066%
43 5.831 1628 1630 1632 rBV 260 127 0.01% 0.001%
44 5.886 1632 1647 1672 rBV 416025 863669 63.58% 7.970%
45 6.137 1718 1725 1726 rBV3 466 468 0.03% 0.004%

46 6.188 1729 1741 1754 rBV3 52910 108526 7.99% 1.001%
47 6.333 1772 1786 1817 rVB 240822 514531 37.88% 4.748%

48 6.519 1841 1844 1848 rBV2 302 206 0.02% 0.002%
49 6.587 1863 1865 1866 rBV2 162 60 0.00% 0.001%
50 6.596 1866 1868 1869 rVB 299 99 0.01% 0.001%
51 6.609 1869 1872 1876 rBV 260 151 0.01% 0.001%
52 6.702 1898 1901 1902 rBV 187 115 0.01% 0.001%
53 6.728 1907 1909 1910 rBV 209 85 0.01% 0.001%
54 6.776 1922 1924 1927 rVB2 357 167 0.01% 0.002%
55 6.805 1930 1933 1937 rBVvV2 342 234 0.02% 0.002%
56 6.825 1937 1939 1941 rBV 248 118 0.01% 0.001%
57 6.960 1979 1981 1982 rBV 172 60 0.00% 0.001%
58 7.005 1989 1995 1998 rBV3 448 497 0.04% 0.005%
59 7.140 2032 2037 2039 rBv2 272 259 0.02% 0.002%
60 7.169 2043 2046 2048 rvv2 377 268 0.02% 0.002%

61 7.230 2051 2065 2088 rBvV 134314 269238 19.82% 2.485%
62 7.381 2105 2112 2114 rBvV4 880 1100 0.08% 0.010%
63 7.567 2157 2170 2192 rBV 507678 920815 67.78% 8.497%
64 7.854 2248 2259 2281 rBV2 89262 182094 13.40% 1.680%

65 8.127 2341 2344 2346 rBV2 309 242 0.02% 0.002%
66 8.226 2372 2375 2376 rBvV2 337 179 0.01% 0.002%
67 8.336 2392 2409 2444 rBvV 319859 678865 49.97% 6.265%
68 8.821 2557 2560 2566 rVB2 446 302 0.02% 0.003%
69 8.969 2602 2606 2608 rBV 265 253 0.02% 0.002%

70 9.095 2631 2645 2665 rBvV 553558 1034366 76.14% 9.545%
71 9.262 2694 2697 2698 rBvV 519 274 0.02% 0.003%
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Method = Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO61518WMA _M
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72 9.506 2769 2773 2776 rBV 333 321 0.02% 0.003%
73 9.725 2839 2841 2844 rBV 252 101 0.01% 0.001%
74 10.152 2972 2974 2977 rBV 260 153 0.01% 0.001%
75 10.442 3051 3064 3085 rBV 398560 646170 47.57% 5.963%
76 10.821 3175 3182 3189 rBV5 761 1224 0.09% 0.011%
77 11.214 3301 3304 3308 rVB2 348 300 0.02% 0.003%

78 11.490 3377 3390 3413 rBV 656022 1023935 75.37% 9.449%
79 11.866 3494 3507 3528 rBV 569767 921757 67.85% 8.506%
80 13.275 3942 3945 3947 rBV 440 281 0.02% 0.003%

Sum of corrected areas: 10836446
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU062618\
VU024922.D

26 Jun 2018 13:13

MD/SY

J3641-03ME
7.51a/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

5 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061518WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VU024922.D
09

4.19
2.9634820 3.485H43.803. 98B 44

5.34 589

4.65

Jl4mxmmma 3l 5615

6.1¢

0
Time-->

2.50 3.50

T
4.50

i B e e e e I e
5.00 5.50

6.04.

6.00

Abundance

1000000

800000

600000

400000

200000

TIC: VU024922.D

9.09
7.57

8.34

7.23
7.85

A ﬂ'.‘-',»::;ﬂ'. 7.38 /\ 8.182

8.88.9 9.26 9.51 9.72

10.15

11.49

10.44

11.21

wa |

10.82

11.87

0 —r—
Time-->

6.50

10.00

7.00 7.50 8.00 8.50 9.00 9.50

10.50 11.00 11.50

Abundance

1000000

800000

600000

400000

200000

TIC: VU024922.D

13.27

04—
Time--> 12.00

15.00 15.50

14.00 14.50

12.50

13.00 13.50

16.00

16.50

17.00

=
17.50

SOMULMO61518WMA .M Thu Jun 28 14:50:35 2018

Page: 4




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU062618\
Data File : VU024922.D

Acq On : 26 Jun 2018 13:13

Operator : MD/SY

Sample - J3641-03ME

Misc : 7.519/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061518WMA .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\VU062618\
Data File : VU024922.D

Acq On : 26 Jun 2018 13:13

Operator : MD/SY

Sample - J3641-03ME

Misc : 7.519/5.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM061518WMA .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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