LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091818\
Data File : VU026887.D

Aca On : 19 Sep 2018 00:56

Operator : MD/SY

Sample = J4865-17ME

Misc : 5.22a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 45 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\SOMULMO91718WMA_.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 1.392 62 68 92 rvB 62775 87196 11.77% 1.423%
2 2.234 320 330 343 rBV 134724 208532 28.16% 3.403%
3 2.685 462 470 479 rvB4 1869 3367 0.45% 0.055%
4 2.784 498 501 502 rBvV2 470 260 0.04% 0.004%
5 3.019 570 574 578 rBV2 225 237 0.03% 0.004%
6 3.093 595 597 599 rBV2 233 101 0.01% 0.002%
7 3.222 634 637 638 rBV 136 82 0.01% 0.001%
8 3.270 650 652 656 rBV 292 206 0.03% 0.003%
9 3.386 686 688 691 rBV 138 91 0.01% 0.001%
10 3.482 715 718 724 rVB 187 156 0.02% 0.003%
11 3.533 732 734 736 rBV2 105 79 0.01% 0.001%
12 3.566 741 744 747 rBV 122 80 0.01% 0.001%
13 3.688 780 782 788 rVB 149 54 0.01% 0.001%
14 3.778 808 810 814 rVB 141 105 0.01% 0.002%
15 3.816 818 822 823 rBV 267 176 0.02% 0.003%
16 3.993 875 877 879 rVB 160 83 0.01% 0.001%
17 4.013 879 883 884 rBV 98 67 0.01% 0.001%
18 4.025 885 887 889 rvv 208 76 0.01% 0.001%
19 4.083 902 905 910 rBV2 196 158 0.02% 0.003%
20 4.109 910 913 915 rVB 152 84 0.01% 0.001%
21 4.196 924 940 994 rBV 50429 198028 26.74% 3.232%
22 4.514 1035 1039 1044 rBvV2 309 347 0.05% 0.006%
23 4_.556 1050 1052 1053 rBv2 120 49 0.01% 0.001%
24 4_.566 1053 1055 1062 rvB2 162 105 0.01% 0.002%
25 4.646 1062 1080 1111 rBvV 119342 296373 40.02% 4.837%
26 4.755 1111 1114 1116 rBvV2 232 162 0.02% 0.003%
27 4.926 1165 1167 1171 rVB2 221 152 0.02% 0.002%
28 4.977 1180 1183 1184 rBvV 129 66 0.01% 0.001%
29 5.006 1189 1192 1195 rVB 152 108 0.01% 0.002%
30 5.051 1204 1206 1210 rVB 165 57 0.01% 0.001%
31 5.151 1232 1237 1240 rVB 137 133 0.02% 0.002%
32 5.193 1240 1250 1257 rBV 158 356 0.05% 0.006%
33 5.225 1257 1260 1263 rBV 110 96 0.01% 0.002%

34 5.334 1270 1294 1328 rBV2 254035 740624 100.00% 12.086%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091818\
Data File : VU026887.D

Aca On : 19 Sep 2018 00:56

Operator : MD/SY

Sample = J4865-17ME

Misc : 5.22a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 45 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\SOMULMO91718WMA _M
Title : VOC Analysis

35 5.479 1336 1339 1341 rBV 166 97 0.01% 0.002%
36 5.691 1403 1405 1408 rVB 185 59 0.01% 0.001%
37 5.742 1419 1421 1423 rVV2 167 121 0.02% 0.002%
38 5.826 1445 1447 1450 rVB 176 64 0.01% 0.001%
39 5.884 1450 1465 1491 rBV 265507 549832 74.24% 8.973%
40 6.080 1524 1526 1529 rVB 163 68 0.01% 0.001%
41 6.125 1537 1540 1544 rBvV 91 83 0.01% 0.001%
42 6.144 1544 1546 1549 rVvv 151 74 0.01% 0.001%
43 6.173 1549 1555 1563 rVB2 851 872 0.12% 0.014%
44 6.238 1572 1575 1577 rBV 185 115 0.02% 0.002%
45 6.279 1585 1588 1590 rBV 113 72 0.01% 0.001%
46 6.331 1590 1604 1632 rVvv 166533 353954  47_.79% 5.776%
47 6.443 1637 1639 1642 rVB 151 91 0.01% 0.001%
48 6.466 1642 1646 1647 rBV 129 89 0.01% 0.001%
49 6.495 1653 1655 1658 rVB 212 75 0.01% 0.001%
50 6.514 1658 1661 1664 rBV 63 57 0.01% 0.001%
51 6.601 1686 1688 1693 rBV 151 94 0.01% 0.002%
52 6.729 1725 1728 1734 rBV 139 134 0.02% 0.002%
53 6.758 1734 1737 1741 rVV 58 58 0.01% 0.001%
54 6.871 1765 1772 1773 rBV 1863 1466 0.20% 0.024%
55 6.983 1804 1807 1810 rBV 138 99 0.01% 0.002%
56 7.022 1817 1819 1822 rVB 167 104 0.01% 0.002%
57 7.125 1846 1851 1853 rBV 132 118 0.02% 0.002%
58 7.231 1872 1884 1904 rBV2 75355 149093 20.13% 2.433%
59 7.382 1928 1931 1936 rBV2 258 218 0.03% 0.004%
60 7.437 1944 1948 1950 rBV 91 73 0.01% 0.001%
61 7.479 1957 1961 1962 rBV 522 335 0.05% 0.005%
62 7.565 1975 1988 2007 rBVY 292113 527643 71.24% 8.611%
63 7.729 2037 2039 2040 rBvV 186 75 0.01% 0.001%
64 7.787 2053 2057 2058 rBV 120 74 0.01% 0.001%
65 7.807 2058 2063 2065 rvv3 431 321 0.04% 0.005%
66 7.855 2067 2078 2100 rvv 52571 104339 14.09% 1.703%
67 8.067 2142 2144 2147 rBV2 138 112 0.02% 0.002%
68 8.118 2159 2160 2163 rVB 105 54 0.01% 0.001%
69 8.183 2173 2180 2187 rBv4 1473 2587 0.35% 0.042%

70 8.327 2212 2225 2255 rBV 237595 445635 60.17% 7.272%
71 8.630 2312 2319 2329 rVB2 2141 3340 0.45% 0.055%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU091818\
Data File : VU026887.D

Aca On : 19 Sep 2018 00:56

Operator : MD/SY

Sample = J4865-17ME

Misc : 5.22a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 45 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\SOMULMO91718WMA _M
Title : VOC Analysis

72 8.691 2336 2338 2341 rVB 258 85 0.01% 0.001%
73 8.723 2347 2348 2351 rVB 238 76 0.01% 0.001%
74 8.787 2365 2368 2369 rBvV 140 71 0.01% 0.001%
75 8.913 2404 2407 2409 rBvV 185 131 0.02% 0.002%
76 9.016 2437 2439 2442 rVB 159 68 0.01% 0.001%
77 9.093 2450 2463 2484 rBV 396411 694652 93.79% 11.336%
78 9.225 2501 2504 2507 rBvV 331 270 0.04% 0.004%
79 9.257 2512 2514 2516 rBV 130 70 0.01% 0.001%
80 9.382 2550 2553 2558 rvB2 180 160 0.02% 0.003%
81 9.520 2594 2596 2598 rBV 124 51 0.01% 0.001%
82 9.598 2616 2620 2622 rBV 134 125 0.02% 0.002%
83 9.781 2674 2677 2681 rBV 132 90 0.01% 0.001%
84 9.996 2742 2744 2750 rVB2 217 159 0.02% 0.003%
85 10.151 2783 2792 2803 rBV2 13886 22238 3.00% 0.363%
86 10.321 2842 2845 2848 rBV2 213 146 0.02% 0.002%
87 10.340 2848 2851 2854 rBvY 238 118 0.02% 0.002%
88 10.376 2860 2862 2863 rBVY 246 116 0.02% 0.002%
89 10.437 2869 2881 2897 rBV 288651 461445 62.30% 7.530%
90 10.614 2926 2936 2947 rVB4 1198 2103 0.28% 0.034%
91 10.700 2960 2963 2964 rBvY 225 137 0.02% 0.002%
92 10.726 2969 2971 2974 rBV2 233 182 0.02% 0.003%
93 10.880 3016 3019 3021 rBV 194 95 0.01% 0.002%
94 10.958 3040 3043 3050 rBvV2 206 222 0.03% 0.004%
95 11.118 3089 3093 3096 rBvY 310 265 0.04% 0.004%
96 11.247 3130 3133 3137 rBvY 216 164 0.02% 0.003%

97 11.488 3196 3208 3223 rBV 434440 665700 89.88% 10.864%
98 11.864 3312 3325 3346 rBV 372925 595030 80.34% 9.710%

99 12.150 3412 3414 3417 rBV 231 103 0.01% 0.002%
100 15.086 4321 4327 4332 rVB4 3384 4143 0.56% 0.068%
Sum of corrected areas: 6127756
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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\VU091818\
VU026887.D

19 Sep 2018 00:56

MD/SY

J4865-17ME
5.22a/5mL/100uL/5.0mL/MSVOA_U/MEOH

45 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM091718WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
Abundance TIC: vU026887.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU091818\
Data File : VU026887.D

Acq On : 19 Sep 2018 00:56

Operator : MD/SY

Sample - J4865-17ME

Misc : 5.229/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 45 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM091718WMA .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\VU091818\
Data File : VU026887.D

Acq On : 19 Sep 2018 00:56

Operator : MD/SY

Sample - J4865-17ME

Misc : 5.229/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 45 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM091718WMA .M
VOC Analysis

Quant Method
Quant Title

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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