LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072118\
Data File : VU025578.D

Acq On 21 Jul 2018 12:30

Operator : MD/SY

Sample - J4037-04ME

Misc : 6.299/5.0ml1/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 8 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\SOMULMO72018WMA _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 0.613 4 7 10 rVvB2 179 111 0.01% 0.001%
2 0.635 10 14 16 rBvV2 244 131 0.01% 0.001%
3 0.654 18 20 23 rvB 224 88 0.01% 0.001%
4 0.674 23 26 28 rBv2 290 171 0.02% 0.001%
5 0.719 37 40 44 rBvV 161 103 0.01% 0.001%
6 0.741 44 47 51 rBvV2 209 204 0.02% 0.002%
7 0.780 56 59 62 rvB2 165 91 0.01% 0.001%
8 0.796 62 64 66 rBv2 188 94 0.01% 0.001%
9 0.828 71 74 77 rBv2 191 122 0.01% 0.001%
10 0.876 88 89 93 rvB2 179 83 0.01% 0.001%
11 0.899 93 96 99 rBvV2 169 128 0.01% 0.001%
12 0.944 106 110 111 rBV2 272 150 0.01% 0.001%
13 0.992 123 125 128 rVB2 121 58 0.01% 0.001%
14 1.008 128 130 134 rBV2 95 79 0.01% 0.001%
15 1.031 135 137 139 rBv 218 128 0.01% 0.001%
16 1.082 140 153 169 rBV 884954 953860 87.31% 8.354%
17 1.397 245 251 265 rVB 78604 94586 8.66% 0.828%
18 2.243 505 514 529 rVB 195247 293596 26.87% 2.571%
19 2.883 711 713 717 rBV3 511 349 0.03% 0.003%
20 2.969 729 740 750 rBvV2 10876 19814 1.81% 0.174%
21 3.172 800 803 808 rvB2 661 565 0.05% 0.005%
22 3.201 810 812 815 rBvV 299 169 0.02% 0.001%
23 3.252 826 828 832 rBvV2 392 207 0.02% 0.002%
24 3.278 832 836 837 rBv2 691 512 0.05% 0.004%
25 3.567 924 926 928 rVB2 240 89 0.01% 0.001%
26 3.583 928 931 933 rBvV2 267 203 0.02% 0.002%
27 3.632 944 946 948 rBV2 261 68 0.01% 0.001%
28 3.670 953 958 961 rBV3 512 490 0.04% 0.004%
29 3.709 968 970 973 rvB2 421 190 0.02% 0.002%
30 3.831 1005 1008 1010 rBvV2 290 217 0.02% 0.002%
31 3.889 1023 1026 1028 rBV2 384 289 0.03% 0.003%
32 3.924 1034 1037 1041 rBvV2 443 378 0.03% 0.003%
33 3.995 1057 1059 1063 rvB2 236 120 0.01% 0.001%
34 4.018 1063 1066 1068 rBV2 211 120 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072118\
Data File : VU025578.D

Acq On 21 Jul 2018 12:30

Operator : MD/SY

Sample - J4037-04ME

Misc : 6.299/5.0ml1/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 8 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\SOMULMO72018WMA _M
Title : VOC Analysis

35 4_.037 1069 1072 1074 rVB2 342 202 0.02% 0.002%
36 4.056 1074 1078 1080 rBV3 503 407 0.04% 0.004%
37 4_.207 1102 1125 1159 rBv4 101942 421771 38.61% 3.694%
38 4.481 1206 1210 1212 rBV2 297 217 0.02% 0.002%
39 4.497 1212 1215 1219 rBV3 506 415 0.04% 0.004%
40 4.648 1244 1262 1287 rBvV 190434 452700 41.44% 3.965%
41 4.773 1296 1301 1305 rBV2 411 381 0.03% 0.003%
42 4.789 1305 1306 1308 rBvV 241 106 0.01% 0.001%
43 4_.950 1346 1356 1358 rBvV 1762 2010 0.18% 0.018%
44 5.063 1386 1391 1393 rBV2 411 379 0.03% 0.003%
45 5.108 1403 1405 1407 rVB 310 129 0.01% 0.001%
46 5.124 1407 1410 1414 rVB2 251 186 0.02% 0.002%
47 5.146 1415 1417 1419 rBV2 213 83 0.01% 0.001%
48 5.336 1450 1476 1506 rBV3 368376 1092475 100.00% 9.568%
49 5.606 1552 1560 1561 rBV5 2259 2545 0.23% 0.022%
50 5.722 1595 1596 1599 rVB2 406 163 0.01% 0.001%
51 5.805 1620 1622 1626 rVB2 606 340 0.03% 0.003%
52 5.828 1626 1629 1631 rBV 227 156 0.01% 0.001%
53 5.886 1631 1647 1669 rBVY 380110 766363 70.15% 6.712%
54 6.034 1689 1693 1698 rBV3 392 483 0.04% 0.004%
55 6.143 1724 1727 1729 rBV 240 164 0.02% 0.001%
56 6.181 1731 1739 1750 rVvB8 7197 13626 1.25% 0.119%
57 6.252 1750 1761 1770 rBV5 1786 3871 0.35% 0.034%
58 6.333 1771 1786 1803 rBV2 252174 516286 47.26% 4.521%
59 6.500 1836 1838 1840 rBvV2 255 144 0.01% 0.001%
60 6.535 1847 1849 1850 rBV 241 91 0.01% 0.001%
61 6.590 1864 1866 1868 rBV 249 154 0.01% 0.001%
62 6.641 1878 1882 1886 rVB2 340 282 0.03% 0.002%
63 6.664 1886 1889 1894 rBV2 286 270 0.02% 0.002%
64 6.702 1899 1901 1908 rVvB2 222 133 0.01% 0.001%
65 6.767 1918 1921 1922 rBV 284 161 0.01% 0.001%
66 6.850 1936 1947 1949 rBV5 2147 2996 0.27% 0.026%
67 7.101 2023 2025 2029 rvB2 322 149 0.01% 0.001%
68 7.230 2053 2065 2090 rVvB 143813 267947 24.53% 2.347%
69 7.361 2100 2106 2107 rBV3 1256 1091 0.10% 0.010%
70 7.445 2130 2132 2133 rBvY 161 42 0.00% 0.000%

71 7.567 2156 2170 2185 rBV 491974 874851 80.08% 7.662%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072118\
Data File : VU025578.D

Acq On 21 Jul 2018 12:30

Operator : MD/SY

Sample - J4037-04ME

Misc : 6.299/5.0ml1/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 8 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\SOMULMO72018WMA _M

: VOC Analysis

72 7.853 2244 2259 2275 rBV2 99363 187538 17.17% 1.642%
73 8.181 2350 2361 2363 rBV2 12551 16673 1.53% 0.146%
74 8.230 2365 2376 2392 rVV 578507 997635 91.32% 8.737%
75 8.323 2394 2405 2432 rVB 341164 642148 58.78% 5.624%

76 8.590 2484 2488 2490 rBvV2 445 375 0.03% 0.003%
77 8.670 2509 2513 2514 rBvV2 525 310 0.03% 0.003%
78 8.738 2531 2534 2535 rBVY 269 129 0.01% 0.001%
79 8.799 2550 2553 2554 rBVY 312 155 0.01% 0.001%
80 8.902 2582 2585 2586 rBV 295 195 0.02% 0.002%
81 8.934 2593 2595 2599 rBV3 343 224 0.02% 0.002%
82 9.095 2632 2645 2670 rVB 558156 953035 87.24% 8.346%
83 9.323 2713 2716 2718 rBvV2 409 223 0.02% 0.002%
84 9.377 2726 2733 2745 rBV3 3258 4929 0.45% 0.043%
85 9.792 2852 2862 2869 rBV7 1483 2870 0.26% 0.025%
86 9.940 2906 2908 2910 rBV 411 202 0.02% 0.002%
87 9.956 2910 2913 2915 rvv2 440 298 0.03% 0.003%
88 10.310 3021 3023 3024 rBV 429 162 0.01% 0.001%
89 10.439 3050 3063 3081 rBV 446489 703009 64.35% 6.157%
90 10.577 3104 3106 3107 rBV 422 157 0.01% 0.001%
91 10.612 3108 3117 3127 rVB3 8161 14000 1.28% 0.123%
92 10.811 3175 3179 3180 rBV2 1228 864 0.08% 0.008%
93 10.866 3194 3196 3198 rBV 412 207 0.02% 0.002%
94 11.120 3270 3275 3278 rBvV4 1162 1052 0.10% 0.009%
95 11.429 3365 3371 3377 rBV7 2092 2497 0.23% 0.022%
96 11.487 3377 3389 3408 rVvVv 669476 1048485 95.97% 9.182%
97 11.654 3439 3441 3446 rBV3 526 416 0.04% 0.004%
98 11.866 3493 3507 3532 rBV 652418 1039746 95.17% 9.106%
99 13.750 4086 4093 4104 rBV2 5814 9642 0.88% 0.084%
Sum of corrected areas: 11418508
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072118\
Data File : VU025578.D

Acq On 21 Jul 2018 12:30

Operator : MD/SY

Sample - J4037-04ME

Misc : 6.299/5.0m1/100uL/5.0mL/MSVOA_U/MECH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .M
VOC Analysis

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

Abundance TIC: VU025578.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072118\
Data File : VU025578.D

Acq On 21 Jul 2018 12:30

Operator : MD/SY

Sample - J4037-04ME

Misc : 6.299/5.0ml1/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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\VU072118\
Data File : VU025578.D

Acq On 21 Jul 2018 12:30

Operator : MD/SY

Sample - J4037-04ME

Misc : 6.299/5.0ml1/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO72018WMA .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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