LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030040.D

Acq On : 13 Mar 2019 19:25

Operator : JC/SP

Sample - K1838-21

Misc : 5.319g/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 27 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\SOMULMO31319WMA .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 1.174 22 26 36 rvB2 9335 10102 0.45% 0.053%
2 1.396 87 95 113 rBV 209654 267157 11.90% 1.399%
3 1.640 166 171 184 rBvV 97487 129551 5.77% 0.679%
4 2.232 344 355 369 rBV 424592 655478 29.19% 3.434%
5 2.482 428 433 436 rBvV 597 589 0.03% 0.003%
6 2.682 488 495 507 rVB3 3951 7428 0.33% 0.039%
7 2.752 513 517 520 rBvV2 533 494 0.02% 0.003%
8 2.778 523 525 529 rvB 821 508 0.02% 0.003%
9 2.830 529 541 552 rBv4 3800 8998 0.40% 0.047%
10 2.968 582 584 590 rVB5 560 418 0.02% 0.002%
11 3.000 590 594 596 rBvV2 605 584 0.03% 0.003%
12 3.048 607 609 613 rvB2 823 455 0.02% 0.002%
13 3.097 618 624 631 rBvV2 464 649 0.03% 0.003%
14 3.132 631 635 639 rBv2 376 386 0.02% 0.002%
15 3.174 644 648 653 rvB2 416 414 0.02% 0.002%
16 3.216 657 661 663 rBV 446 382 0.02% 0.002%
17 3.248 668 671 674 rBV 573 422 0.02% 0.002%
18 3.360 700 706 710 rBV3 1274 1480 0.07% 0.008%
19 3.421 721 725 732 rBV3 503 667 0.03% 0.003%
20 3.515 751 754 761 rBV2 737 1000 0.04% 0.005%
21 3.585 771 776 780 rvB2 446 448 0.02% 0.002%
22 3.842 851 856 858 rBvV2 488 384 0.02% 0.002%
23 3.884 862 869 871 rBV 362 380 0.02% 0.002%
24 3.913 871 878 881 rBv2 509 524 0.02% 0.003%
25 4.190 951 964 1005 rBvV 157522 540286 24.06% 2.830%
26 4.518 1062 1066 1069 rBV3 541 540 0.02% 0.003%
27 4.640 1086 1104 1134 rBV 315360 785075 34.97% 4.112%
28 4.952 1189 1201 1203 rBV3 6362 9392 0.42% 0.049%
29 5.113 1248 1251 1254 rBV3 571 390 0.02% 0.002%
30 5.219 1280 1284 1288 rBV2 351 374 0.02% 0.002%
31 5.328 1295 1318 1349 rBV2 708525 2001149 89.13% 10.482%
32 5.617 1398 1408 1413 rBV5 2255 4210 0.19% 0.022%
33 5.740 1441 1446 1448 rBV3 455 414 0.02% 0.002%
34 5.781 1455 1459 1463 rVB3 571 528 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030040.D

Acq On : 13 Mar 2019 19:25

Operator : JC/SP

Sample - K1838-21

Misc : 5.319g/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 27 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\SOMULMO31319WMA .M
VOC Analysis

35 5.878 1474 1489 1526 rBV 761874 1608508 71.64% 8.426%

36 6.174 1572 1581 1584 rBV7 2444 3548 0.16% 0.019%
37 6.248 1595 1604 1613 rBV6 3261 6732 0.30% 0.035%
38 6.325 1613 1628 1658 rVVv 426347 896155 39.91% 4.694%
39 6.797 1771 1775 1777 rBV 577 442 0.02% 0.002%
40 6.884 1792 1802 1803 rBv4 2595 2992 0.13% 0.016%
41 6.965 1825 1827 1831 rVB3 608 385 0.02% 0.002%
42 6.997 1831 1837 1840 rVB3 570 566 0.03% 0.003%
43 7.096 1865 1868 1876 rVB3 585 526 0.02% 0.003%
44 7.138 1876 1881 1883 rBV2 474 406 0.02% 0.002%

45 7.225 1896 1908 1933 rBV 230837 462140 20.58% 2.421%

46 7.559 1998 2012 2033 rBV 909738 1658944 73.89% 8.690%

47 7.749 2069 2071 2076 rVB5 947 778 0.03% 0.004%
48 7.807 2086 2089 2091 rBV2 657 410 0.02% 0.002%
49 7.849 2091 2102 2128 rBV2 154503 316724 14.11% 1.659%
50 8.032 2154 2159 2164 rBV5 904 1149 0.05% 0.006%

51 8.177 2188 2204 2211 rBV2 121039 244035 10.87% 1.278%
52 8.222 2211 2218 2233 rVB 220394 391292 17.43% 2.050%
53 8.325 2238 2250 2281 rVB 710709 1385308 61.70% 7.257%

54 8.788 2390 2394 2396 rBV2 443 429 0.02% 0.002%
55 8.891 2423 2426 2428 rBV2 635 482 0.02% 0.003%
56 8.903 2428 2430 2434 rVB3 1003 554 0.02% 0.003%
57 9.090 2467 2488 2515 rBV 1134407 2080432 92.66% 10.898%
58 9.235 2531 2533 2535 rBV2 858 441 0.02% 0.002%
59 9.286 2547 2549 2555 rVB4 1066 956 0.04% 0.005%
60 9.318 2555 2559 2563 rVB3 537 508 0.02% 0.003%
61 9.382 2575 2579 2583 rBV3 1542 1359 0.06% 0.007%
62 9.473 2603 2607 2610 rVvv3 538 505 0.02% 0.003%
63 9.611 2647 2650 2654 rBvV 561 426 0.02% 0.002%
64 9.656 2659 2664 2670 rBV3 445 486 0.02% 0.003%
65 9.720 2679 2684 2687 rVB3 757 751 0.03% 0.004%
66 9.743 2687 2691 2692 rBV 774 538 0.02% 0.003%
67 9.855 2721 2726 2727 rBV2 444 378 0.02% 0.002%
68 9.958 2748 2758 2777 rBV8 3309 7262 0.32% 0.038%
69 10.119 2804 2808 2810 rBV2 481 404 0.02% 0.002%
70 10.228 2835 2842 2848 rBV6 1623 2410 0.11% 0.013%

71 10.434 2893 2906 2935 rBV 836143 1343486 59.84% 7.037%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030040.D

Acq On : 13 Mar 2019 19:25

Operator : JC/SP

Sample - K1838-21

Misc : 5.319g/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 27 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\SOMULMO31319WMA .M
Title : VOC Analysis

72 10.608 2948 2960 2979 rVB 52131 92832 4_.13% 0.486%
73 10.694 2984 2987 2991 rBVY 637 398 0.02% 0.002%
74 10.768 3007 3010 3015 rBV3 646 703 0.03% 0.004%
75 10.836 3026 3031 3036 rBV3 672 757 0.03% 0.004%
76 10.871 3036 3042 3043 rBV3 1648 1245 0.06% 0.007%
77 11.080 3102 3107 3117 rBv4 899 1425 0.06% 0.007%
78 11.280 3166 3169 3175 rBV2 627 573 0.03% 0.003%
79 11.315 3175 3180 3183 rVVv2 422 406 0.02% 0.002%
80 11.398 3201 3206 3209 rBV3 1240 1314 0.06% 0.007%
81 11.421 3209 3213 3217 rVV7 1263 1584 0.07% 0.008%

82 11.482 3219 3232 3260 rVV 1441048 2245256 100.00% 11.761%
83 11.858 3335 3349 3381 rBV 1129557 1832527 81.62% 9.599%

84 12.029 3400 3402 3406 rVB2 799 536 0.02% 0.003%
85 12.286 3479 3482 3487 rVB3 724 658 0.03% 0.003%
86 12.341 3497 3499 3502 rBV2 739 430 0.02% 0.002%
87 12.476 3530 3541 3553 rVB 19480 33228 1.48% 0.174%
88 12.714 3610 3615 3617 rBV2 421 428 0.02% 0.002%
89 12.839 3649 3654 3657 rBV2 570 476 0.02% 0.002%
90 12.868 3657 3663 3667 rBV 643 879 0.04% 0.005%
91 13.263 3780 3786 3792 rBV2 674 744 0.03% 0.004%
92 13.701 3920 3922 3929 rVB2 589 598 0.03% 0.003%
93 13.736 3929 3933 3935 rBV2 438 375 0.02% 0.002%
94 13.897 3979 3983 3987 rBv4 588 671 0.03% 0.004%
95 13.987 4008 4011 4013 rBV2 709 492 0.02% 0.003%
96 14.276 4090 4101 4115 rBV 7829 14404 0.64% 0.075%
97 14.533 4176 4181 4184 rBV2 791 840 0.04% 0.004%
98 14.585 4193 4197 4200 rBV3 759 723 0.03% 0.004%
99 15.238 4396 4400 4403 rBV3 988 978 0.04% 0.005%
100 15.392 4445 4448 4452 rBV3 902 837 0.04% 0.004%
Sum of corrected areas: 19090420
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030040.D

Acq On : 13 Mar 2019 19:25

Operator : JC/SP

Sample - K1838-21

Misc - 5.319g/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO31319WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU030040.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030040.D

Acq On : 13 Mar 2019 19:25

Operator : JC/SP

Sample - K1838-21

Misc : 5.319g/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O31319WMA .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\VU031519\
Data File : VU030040.D

Acq On : 13 Mar 2019 19:25

Operator : JC/SP

Sample - K1838-21

Misc : 5.319g/5mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 27 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O31319WMA .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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