LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030054.D

Acq On : 14 Mar 2019 00:46

Operator : JC/SP

Sample - K1885-13

Misc : 5.689/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 41 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 33 rBv 8559 7679 0.46% 0.056%
2 1.392 87 94 110 rBvY 138048 177975 10.77% 1.309%
3 1.640 166 171 184 rBvV 67619 102162 6.18% 0.752%
4 2.225 342 353 371 rBV 289621 452098 27.36% 3.326%
5 2.437 414 419 422 rVB3 757 767 0.05% 0.006%
6 2.582 456 464 466 rBV5 603 816 0.05% 0.006%
7 2.675 488 493 506 rvB7 3025 5687 0.34% 0.042%
8 2.830 534 541 546 rBv4 1696 2472 0.15% 0.018%
9 3.007 593 596 605 rvB4 662 773 0.05% 0.006%
10 3.093 620 623 627 rvVB3 515 389 0.02% 0.003%
11 3.328 691 696 704 rvB2 439 633 0.04% 0.005%
12 3.373 704 710 711 rBvV2 600 540 0.03% 0.004%
13 3.479 738 743 746 rBV2 423 417 0.03% 0.003%
14 3.588 775 777 782 rvVB2 694 605 0.04% 0.004%
15 3.617 782 786 788 rBvV2 542 470 0.03% 0.003%
16 3.749 822 827 831 rBV2 488 461 0.03% 0.003%
17 3.797 837 842 845 rBV3 412 412 0.02% 0.003%
18 3.878 862 867 870 rBv2 447 425 0.03% 0.003%
19 4.013 904 909 916 rVB 424 452 0.03% 0.003%

20 4.193 952 965 1018 rvVv 115504 403491 24.42% 2.968%

21 4.640 1087 1104 1132 rBV 226508 571351 34.58% 4_.203%

22 4.791 1138 1151 1153 rBV3 3477 4993 0.30% 0.037%
23 4.965 1194 1205 1219 rVB2 5123 12522 0.76% 0.092%
24 5.100 1242 1247 1249 rBV2 405 362 0.02% 0.003%
25 5.206 1274 1280 1283 rBV2 413 483 0.03% 0.004%
26 5.325 1295 1317 1345 rBV2 513998 1443185 87.33% 10.617%
27 5.489 1365 1368 1374 rVB3 996 712 0.04% 0.005%
28 5.614 1399 1407 1414 rBVS5 2669 4588 0.28% 0.034%
29 5.704 1431 1435 1438 rVB2 686 472 0.03% 0.003%
30 5.746 1444 1448 1452 rBV 458 374 0.02% 0.003%
31 5.878 1474 1489 1533 rBV 565517 1196422 72.40% 8.802%
32 6.170 1572 1580 1586 rBV7 1744 2968 0.18% 0.022%
33 6.251 1596 1605 1613 rVvv4 3414 6237 0.38% 0.046%

34 6.325 1614 1628 1651 rVvVv 300505 640140 38.74% 4_.709%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030054.D

Acq On : 14 Mar 2019 00:46

Operator : JC/SP

Sample - K1885-13

Misc : 5.689/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 41 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
35 6.492 1678 1680 1684 rVB3 676 479 0.03% 0.004%
36 6.617 1713 1719 1722 rBV2 354 410 0.02% 0.003%
37 6.865 1792 1796 1797 rBV 796 508 0.03% 0.004%
38 6.894 1797 1805 1807 rBV6 2204 3163 0.19% 0.023%
39 7.000 1835 1838 1840 rBV3 635 459 0.03% 0.003%
40 7.141 1877 1882 1886 rBV3 521 496 0.03% 0.004%
41 7.225 1894 1908 1933 rBV2 160682 324056 19.61% 2.384%
42 7.366 1947 1952 1956 rVB4 721 657 0.04% 0.005%
43 7.479 1981 1987 1989 rBV2 844 915 0.06% 0.007%
44 7.495 1989 1992 1995 rVB2 721 433 0.03% 0.003%
45 7.559 1999 2012 2037 rBV 643273 1179082 71.35% 8.674%
46 7.765 2073 2076 2081 rvVB4 655 488 0.03% 0.004%
47 7.849 2091 2102 2134 rBvV 105808 224540 13.59% 1.652%
48 8.029 2149 2158 2160 rBV3 1636 1850 0.11% 0.014%
49 8.045 2160 2163 2172 rVv4 1676 2171 0.13% 0.016%

50 8.177 2190 2204 2214 rBV 94097 191275 11.58% 1.407%

51 8.325 2238 2250 2280 rVB 510125 995785 60.26% 7.326%

52 8.781 2389 2392 2396 rBV2 531 382 0.02% 0.003%
53 8.807 2397 2400 2403 rVB3 686 411 0.02% 0.003%
54 8.897 2423 2428 2433 rBV4 840 968 0.06% 0.007%
55 8.981 2450 2454 2459 rVB3 590 562 0.03% 0.004%
56 9.090 2467 2488 2515 rBvV 839358 1551238 93.87% 11.412%
57 9.257 2537 2540 2549 rVB2 1345 1711 0.10% 0.013%
58 9.302 2549 2554 2557 rBV3 720 576 0.03% 0.004%
59 9.389 2579 2581 2588 rVB6 920 924 0.06% 0.007%
60 9.550 2627 2631 2635 rBV2 521 527 0.03% 0.004%
61 9.588 2639 2643 2648 rVB3 566 574 0.03% 0.004%
62 9.624 2650 2654 2657 rvv2 616 557 0.03% 0.004%
63 9.900 2736 2740 2743 rBV 724 636 0.04% 0.005%
64 9.958 2749 2758 2770 rBV5 3689 7102 0.43% 0.052%
65 10.170 2817 2824 2828 rBV4 796 1144 0.07% 0.008%
66 10.225 2836 2841 2850 rBV7 1081 1375 0.08% 0.010%
67 10.302 2861 2865 2867 rBV 575 451 0.03% 0.003%
68 10.434 2891 2906 2928 rBV 601686 977714 59.17% 7.193%
69 10.608 2948 2960 2971 rBV 39329 65458 3.96% 0.482%
70 10.755 3001 3006 3009 rBV2 404 369 0.02% 0.003%
71 10.884 3036 3046 3056 rBVS5 2023 4279 0.26% 0.031%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030054.D

Acq On : 14 Mar 2019 00:46

Operator : JC/SP

Sample - K1885-13

Misc : 5.689/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 41 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 10.980 3071 3076 3081 rBV3 702 735 0.04% 0.005%
73 11.032 3088 3092 3096 rVB 485 384 0.02% 0.003%
74 11.074 3102 3105 3107 rBV2 589 414 0.03% 0.003%
75 11.087 3107 3109 3114 rVB3 802 555 0.03% 0.004%
76 11.177 3134 3137 3142 rVB3 580 467 0.03% 0.003%
77 11.418 3204 3212 3214 rBV3 1182 1580 0.10% 0.012%
78 11.482 3219 3232 3256 rVV 1033272 1652473 100.00% 12.157%
79 11.755 3314 3317 3319 rBV2 590 408 0.02% 0.003%
80 11.794 3327 3329 3335 rvB4 779 443 0.03% 0.003%
81 11.858 3336 3349 3375 rBV 787310 1305883 79.03% 9.607%
82 12.138 3433 3436 3439 rVB5 712 473 0.03% 0.003%
83 12.267 3473 3476 3481 rBV3 666 482 0.03% 0.004%
84 12.337 3494 3498 3502 rBV2 473 437 0.03% 0.003%
85 12.476 3529 3541 3556 rBV2 13449 24386 1.48% 0.179%
86 12.582 3569 3574 3576 rVB2 625 507 0.03% 0.004%
87 12.601 3577 3580 3586 rVB3 418 384 0.02% 0.003%
88 12.649 3592 3595 3597 rBV2 554 407 0.02% 0.003%
89 12.942 3681 3686 3690 rBV2 693 677 0.04% 0.005%
90 13.093 3730 3733 3737 rBV3 441 366 0.02% 0.003%
91 13.646 3901 3905 3909 rVB3 609 449 0.03% 0.003%
92 13.672 3909 3913 3915 rBV2 552 451 0.03% 0.003%
93 13.707 3921 3924 3928 rVB2 530 423 0.03% 0.003%
94 13.813 3954 3957 3963 rVB3 623 627 0.04% 0.005%
95 13.842 3963 3966 3971 rBV3 554 612 0.04% 0.005%
96 14.273 4093 4100 4111 rVB2 5952 9548 0.58% 0.070%
97 14.344 4119 4122 4126 rBV3 552 503 0.03% 0.004%
98 14.495 4166 4169 4172 rBV3 913 549 0.03% 0.004%
99 14.730 4239 4242 4245 rBV2 492 417 0.03% 0.003%
100 14.996 4323 4325 4330 rvB2 728 474 0.03% 0.003%
Sum of corrected areas: 13592772
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
VU030054.D

14 Mar 2019 00:46

JC/SP

K1885-13
5.68g/5mL/100uL/5.0mL/MSVOA_U/MEOH

41 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O31319WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: YU030054.D
1000000
800000
600000 5.88
400000
200000
ol 2.44 58682.833.(3109 33B3F.4BFBIBHBEL.01 .48.
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50
Abundance TIC: VU030054.D
1000000 11148
9.09
800000 11.86
70 10.43
600000 \
8.32
400000
200000 7.22
7.85 8.18
A Jl o Iy
0 62 65888.00. 7.37.: 7.7 & BABLH9 9RB0399959952 9906 10.A1P23! 10.760 RBEREP18 11.4 111758
I A B e e b e e o e e L B e e e e e e e e B e o e e e e B L e s e e o T
Time--> 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU030054.D
1000000
800000
600000
400000
200000
G.lﬂZﬁ@-ﬂQ%S 12.943.09 1REEHB34 141273¥4.49 14.73 15.00
— T T T TS T T T e e T T
Time--> 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU030054.D

Acq On : 14 Mar 2019 00:46

Operator : JC/SP

Sample - K1885-13

Misc : 5.689/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 41 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 : VU030054.D

Acq On : 14 Mar 2019 00:46

Operator : JC/SP

Sample - K1885-13

Misc : 5.689/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 41 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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