LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072618\
Data File : VU025646.D

Acq On 26 Jul 2018 12:26

Operator : MD/SY

Sample - J4040-09ME

Misc : 5.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 6 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 0.683 26 29 36 rvB2 320 404 0.02% 0.003%
2 0.715 36 39 43 rvVB2 454 365 0.02% 0.002%
3 0.741 43 47 50 rBv2 281 263 0.01% 0.002%
4 0.773 50 57 61 rBv2 318 334 0.02% 0.002%
5 1.082 137 153 169 rBV 832443 921258 51.82% 5.899%
6 1.394 243 250 270 rBvV 127035 197160 11.09% 1.263%
7 1.641 322 327 343 rBY 85647 136953 7.70% 0.877%
8 2.239 503 513 531 rBVY 323452 493254 27.74% 3.159%
9 2.616 627 630 631 rBV 752 403 0.02% 0.003%
10 2.651 639 641 646 rvB3 454 324 0.02% 0.002%
11 2.686 646 652 662 rvB5 1646 2741 0.15% 0.018%
12 2.776 677 680 684 rvB3 404 375 0.02% 0.002%
13 2.831 684 697 711 rBV 12609 26294 1.48% 0.168%
14 2.947 731 733 738 rBvV2 452 379 0.02% 0.002%
15 3.072 764 772 776 rBv4 493 576 0.03% 0.004%
16 3.272 829 834 847 rBv4 632 1150 0.06% 0.007%
17 3.763 983 987 992 rVvB3 328 301 0.02% 0.002%
18 4.101 1090 1092 1096 rVB2 463 333 0.02% 0.002%
19 4.127 1096 1100 1102 rBV3 533 483 0.03% 0.003%
20 4.191 1102 1120 1155 rVvVv 104521 345743 19.45% 2.214%
21 4_.477 1204 1209 1212 rBV2 344 338 0.02% 0.002%
22 4.497 1212 1215 1219 rVvV2 259 268 0.02% 0.002%
23 4.644 1242 1261 1289 rVB 269787 637337 35.85% 4.081%
24  4.770 1296 1300 1303 rBV2 359 273 0.02% 0.002%
25 4.863 1326 1329 1330 rBv2 805 378 0.02% 0.002%
26 4.956 1348 1358 1360 rBV5 1343 2025 0.11% 0.013%
27 5.075 1391 1395 1399 rVB2 406 328 0.02% 0.002%
28 5.194 1429 1432 1438 rVB2 277 288 0.02% 0.002%
29 5.333 1449 1475 1503 rVVv2 553150 1588745 89.36% 10.174%
30 5.612 1552 1562 1574 rVVv3 2096 4280 0.24% 0.027%
31 5.657 1574 1576 1582 rVB4 472 465 0.03% 0.003%
32 5.731 1596 1599 1602 rBV 380 270 0.02% 0.002%
33 5.808 1618 1623 1626 rBV 372 290 0.02% 0.002%

34 5.886 1631 1647 1675 rBV 595446 1201417 67.57% 7.694%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072618\
Data File : VU025646.D

Acq On 26 Jul 2018 12:26

Operator : MD/SY

Sample - J4040-09ME

Misc : 5.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 6 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 6.133 1721 1724 1726 rBV 396 260 0.01% 0.002%
36 6.172 1727 1736 1737 rBv4 2415 2666 0.15% 0.017%
37 6.242 1750 1758 1760 rBv4 1887 2619 0.15% 0.017%
38 6.329 1770 1785 1808 rBVY 347647 715469 40.24%  4.582%
39 6.410 1808 1810 1814 rVvv3 650 300 0.02% 0.002%
40 6.448 1820 1822 1835 rVB5 1186 1801 0.10% 0.012%
41 6.503 1835 1839 1841 rBV2 334 256 0.01% 0.002%
42 6.747 1911 1915 1919 rVB3 356 335 0.02% 0.002%
43 6.799 1928 1931 1934 rVB2 421 283 0.02% 0.002%
44 6.850 1938 1947 1956 rBV6 3211 6214 0.35% 0.040%
45 7.056 2008 2011 2016 rVvB2 442 341 0.02% 0.002%
46 7.085 2017 2020 2024 rvB2 363 305 0.02% 0.002%
47 7.111 2024 2028 2034 rBV3 553 836 0.05% 0.005%
48 7.230 2052 2065 2086 rBVY 205123 374999 21.09% 2.401%
49 7.365 2098 2107 2125 rBV5 2187 4799 0.27% 0.031%
50 7.442 2125 2131 2133 rBV3 450 511 0.03% 0.003%
51 7.464 2133 2138 2139 rBV3 394 349 0.02% 0.002%

52 7.567 2155 2170 2188 rBV 745921 1309307 73.64% 8.384%
53 7.850 2246 2258 2277 rVV 145864 265807 14.95% 1.702%

54 7.976 2292 2297 2300 rVB4 420 361 0.02% 0.002%
55 8.027 2310 2313 2315 rBV2 674 410 0.02% 0.003%
56 8.091 2329 2333 2336 rBvV 387 363 0.02% 0.002%

57 8.226 2353 2375 2391 rBV 499769 858813 48.30% 5.500%
58 8.323 2392 2405 2430 rVB 442728 814551 45.81% 5.216%

59 8.676 2513 2515 2520 rVB 386 313 0.02% 0.002%
60 8.985 2606 2611 2612 rBv4 328 256 0.01% 0.002%
61 9.040 2623 2628 2629 rBV 377 322 0.02% 0.002%
62 9.094 2631 2645 2664 rVV 874807 1488850 83.74% 9.534%
63 9.329 2715 2718 2720 rVB2 431 255 0.01% 0.002%
64 9.374 2730 2732 2735 rBV3 477 301 0.02% 0.002%
65 9.480 2760 2765 2766 rBvV2 364 291 0.02% 0.002%
66 9.615 2803 2807 2810 rBV2 368 353 0.02% 0.002%
67 9.766 2850 2854 2856 rBV2 309 262 0.01% 0.002%
68 9.866 2882 2885 2890 rBVvV2 413 421 0.02% 0.003%
69 10.165 2975 2978 2982 rBV2 366 339 0.02% 0.002%
70 10.223 2990 2996 3005 rVvVv5 770 1103 0.06% 0.007%
71 10.274 3009 3012 3016 rBV2 306 260 0.01% 0.002%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072618\
Data File : VU025646.D

Acq On 26 Jul 2018 12:26

Operator : MD/SY

Sample - J4040-09ME

Misc : 5.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 6 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

72 10.319 3021 3026 3029 rBV3 558 482 0.03% 0.003%
73 10.438 3050 3063 3083 rVB 571897 910925 51.23% 5.833%
74 10.577 3103 3106 3110 rBvY 452 423 0.02% 0.003%
75 10.667 3130 3134 3137 rBV3 396 354 0.02% 0.002%
76 10.779 3166 3169 3174 rBV3 371 346 0.02% 0.002%
77 11.094 3264 3267 3270 rBV3 567 430 0.02% 0.003%
78 11.162 3285 3288 3292 rBV3 522 508 0.03% 0.003%
79 11.403 3360 3363 3366 rBY 658 416 0.02% 0.003%

80 11.487 3376 3389 3412 rBV 1139401 1777947 100.00% 11.386%

81 11.866 3493 3507 3530 rBV 930469 1484603 83.50% 9.507%

82 12.059 3565 3567 3571 rVB2 638 295 0.02% 0.002%
83 12.133 3586 3590 3592 rBV2 466 342 0.02% 0.002%
84 12.191 3604 3608 3611 rVvVv3 334 350 0.02% 0.002%
85 12.255 3625 3628 3631 rBV2 450 273 0.02% 0.002%
86 12.435 3681 3684 3686 rBV 485 284 0.02% 0.002%
87 12.480 3692 3698 3699 rBV 2078 1745 0.10% 0.011%
88 12.567 3721 3725 3727 rBV3 860 642 0.04% 0.004%
89 12.792 3791 3795 3799 rBV3 478 526 0.03% 0.003%
90 12.979 3850 3853 3855 rBV2 460 353 0.02% 0.002%
91 13.226 3928 3930 3934 rVB2 463 273 0.02% 0.002%
92 13.493 4009 4013 4014 rBV 483 322 0.02% 0.002%
93 13.544 4025 4029 4033 rBV 617 587 0.03% 0.004%
94 13.564 4033 4035 4038 rVvv2 421 256 0.01% 0.002%
95 13.638 4056 4058 4063 rVB 475 289 0.02% 0.002%
96 13.905 4135 4141 4145 rBV2 469 671 0.04% 0.004%
97 13.995 4167 4169 4172 rVB3 494 266 0.01% 0.002%
98 14.091 4196 4199 4208 rVB2 723 698 0.04% 0.004%
99 14.284 4249 4259 4267 rBV 3515 6025 0.34% 0.039%
100 15.069 4500 4503 4516 rVB5 2852 4181 0.24% 0.027%
Sum of corrected areas: 15615888
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LSC Report - Integrated Chromatogram

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072618\
Data File : VU025646.D

Acq On 26 Jul 2018 12:26

Operator : MD/SY

Sample - J4040-09ME

Misc : 5.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 6 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: VU025646.D
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU072618\
Data File : VU025646.D

Acq On 26 Jul 2018 12:26

Operator : MD/SY

Sample - J4040-09ME

Misc : 5.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 6 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\VU072618\
Data File : VU025646.D

Acq On 26 Jul 2018 12:26

Operator : MD/SY

Sample - J4040-09ME

Misc : 5.299/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vial : 6 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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