LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU0O30035.D

Acq On : 13 Mar 2019 17:31

Operator : JC/SP

Sample - K1838-16

Misc : 5.739/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 22 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 1.177 22 27 35 rBvV3 7842 8329 0.44% 0.065%
2 1.396 88 95 111 rBV 122615 161811 8.60% 1.261%
3 1.640 166 171 182 rBvV 55240 76375 4_06% 0.595%
4 2.232 345 355 372 rVB 257093 394828 20.99% 3.076%
5 2.437 415 419 426 rVB3 2304 2696 0.14% 0.021%
6 2.515 441 443 448 rVB3 579 345 0.02% 0.003%
7 2.679 490 494 512 rvVvB7 3459 6673 0.35% 0.052%
8 2.762 516 520 523 rBV3 520 378 0.02% 0.003%
9 2.804 530 533 536 rvv2 842 755 0.04% 0.006%
10 2.826 537 540 551 rvB6 1675 2494 0.13% 0.019%
11 2.929 569 572 574 rBV2 504 327 0.02% 0.003%
12 2.958 576 581 588 rVB5 1403 1905 0.10% 0.015%
13 2.997 590 593 594 rBvV2 579 334 0.02% 0.003%
14 3.032 602 604 609 rvB3 484 329 0.02% 0.003%
15 3.061 609 613 618 rBV3 729 836 0.04% 0.007%
16 3.125 630 633 637 rvB2 525 328 0.02% 0.003%
17 3.267 671 677 683 rvB3 918 913 0.05% 0.007%
18 3.373 705 710 712 rvB2 366 326 0.02% 0.003%
19 3.392 712 716 720 rBV2 446 471 0.03% 0.004%
20 3.624 785 788 791 rBV3 484 341 0.02% 0.003%
21 3.797 836 842 847 rBV2 430 569 0.03% 0.004%
22 3.830 847 852 855 rBV3 356 388 0.02% 0.003%
23 3.916 875 879 881 rBvV2 527 387 0.02% 0.003%
24 3.997 901 904 908 rvB2 563 433 0.02% 0.003%
25 4.035 912 916 921 rVB 449 469 0.02% 0.004%
26 4.190 946 964 1006 rBV 90894 312658 16.62% 2.436%
27 4.514 1061 1065 1067 rBV3 440 344 0.02% 0.003%
28 4.579 1081 1085 1087 rBV3 730 555 0.03% 0.004%
29 4.640 1087 1104 1131 rVV 195259 482469 25.65% 3.759%
30 4.797 1145 1153 1166 rVB4 2853 6534 0.35% 0.051%
31 4_955 1188 1202 1226 rVB4 5574 17849 0.95% 0.139%
32 5.244 1288 1292 1295 rBVv4 395 352 0.02% 0.003%
33 5.328 1295 1318 1339 rBV2 423673 1208539 64.24% 9.417%
34 5.476 1361 1364 1368 rVB3 495 382 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU0O30035.D

Acq On : 13 Mar 2019 17:31

Operator : JC/SP

Sample - K1838-16

Misc : 5.739/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 22 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 5.595 1398 1401 1402 rBV2 819 466 0.02% 0.004%
36 5.727 1438 1442 1444 rBV2 561 396 0.02% 0.003%
37 5.878 1472 1489 1520 rBV 646146 1351767 71.86% 10.533%
38 6.129 1561 1567 1572 rBV3 405 424 0.02% 0.003%
39 6.164 1573 1578 1581 rBV5 1131 1261 0.07% 0.010%
40 6.183 1581 1584 1588 rVB5 1439 1175 0.06% 0.009%
41 6.247 1596 1604 1609 rBv4 2911 4099 0.22% 0.032%
42 6.325 1614 1628 1649 rBV 251307 533362 28.35% 4.156%
43 6.588 1706 1710 1712 rVvv3 527 364 0.02% 0.003%
44 6.733 1750 1755 1758 rBV2 504 469 0.02% 0.004%
45 6.762 1758 1764 1767 rVVv3 544 609 0.03% 0.005%
46 6.778 1767 1769 1776 rVB3 341 362 0.02% 0.003%
47 6.878 1789 1800 1801 rBV3 3097 3095 0.16% 0.024%
48 7.045 1850 1852 1856 rVB2 500 329 0.02% 0.003%
49 7.096 1860 1868 1873 rVB2 792 1274 0.07% 0.010%
50 7.225 1894 1908 1932 rBV 140498 280965 14.94% 2.189%
51 7.337 1940 1943 1947 rVB2 675 499 0.03% 0.004%
52 7.466 1978 1983 1985 rBV3 674 612 0.03% 0.005%
53 7.498 1991 1993 1999 rVB3 1393 1106 0.06% 0.009%

54 7.559 1999 2012 2032 rBV 545264 996372 52.97% 7.764%
55 7.849 2089 2102 2124 rBV 92195 193378 10.28% 1.507%

56 8.177 2189 2204 2215 rBV 116407 235297 12.51% 1.833%
57 8.325 2239 2250 2292 rVB 401416 806031 42.85% 6.281%

58 8.569 2323 2326 2328 rBV2 513 369 0.02% 0.003%
59 8.807 2396 2400 2405 rVB4 480 486 0.03% 0.004%
60 8.929 2436 2438 2442 rVB 579 402 0.02% 0.003%
61 8.990 2454 2457 2460 rBv4 635 479 0.03% 0.004%
62 9.090 2466 2488 2514 rBV 946925 1747198 92.88% 13.614%
63 9.238 2532 2534 2537 rBV 506 368 0.02% 0.003%
64 9.263 2537 2542 2547 rVB5 1181 1211 0.06% 0.009%
65 9.305 2552 2555 2559 rBVvV2 507 343 0.02% 0.003%
66 9.337 2560 2565 2568 rVB2 1034 988 0.05% 0.008%
67 9.386 2574 2580 2587 rBV5 1079 1558 0.08% 0.012%
68 9.540 2623 2628 2630 rBvV 364 344 0.02% 0.003%
69 9.582 2636 2641 2646 rBV3 484 522 0.03% 0.004%
70 9.784 2691 2704 2706 rBV5 1519 2516 0.13% 0.020%
71 9.955 2750 2757 2766 rBV3 3206 4811 0.26% 0.037%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU0O30035.D

Acq On : 13 Mar 2019 17:31

Operator : JC/SP

Sample - K1838-16

Misc : 5.739/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 22 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 10.096 2795 2801 2808 rVB2 771 1050 0.06% 0.008%
73 10.132 2808 2812 2814 rBV 520 343 0.02% 0.003%
74 10.170 2817 2824 2835 rBV2 2060 3070 0.16% 0.024%
75 10.254 2846 2850 2852 rBV2 522 435 0.02% 0.003%
76 10.292 2858 2862 2866 rBV3 369 418 0.02% 0.003%
77 10.434 2891 2906 2933 rBV 507551 811893 43.16% 6.326%
78 10.569 2944 2948 2949 rBV2 653 429 0.02% 0.003%
79 10.604 2949 2959 2977 rVB2 48674 87633 4 .66% 0.683%
80 10.768 3005 3010 3017 rVB3 646 740 0.04% 0.006%
81 10.804 3017 3021 3025 rBV 707 697 0.04% 0.005%
82 10.881 3034 3045 3053 rBV5 2069 4031 0.21% 0.031%
83 10.971 3071 3073 3080 rVB3 523 486 0.03% 0.004%
84 11.022 3085 3089 3094 rBV 610 550 0.03% 0.004%
85 11.157 3128 3131 3138 rVB3 805 723 0.04% 0.006%
86 11.193 3138 3142 3147 rVB 569 556 0.03% 0.004%
87 11.424 3202 3214 3219 rBV6 3571 6790 0.36% 0.053%
88 11.482 3220 3232 3256 rVvV 1182915 1881155 100.00% 14.658%
89 11.691 3294 3297 3298 rBV3 784 433 0.02% 0.003%
90 11.858 3337 3349 3379 rBV 675727 1116124 59.33% 8.697%
91 12.479 3529 3542 3552 rBV 16496 29820 1.59% 0.232%
92 12.672 3592 3602 3605 rBV3 572 901 0.05% 0.007%
93 12.720 3614 3617 3622 rVB2 603 496 0.03% 0.004%
94 12.894 3667 3671 3681 rBV4 2081 2770 0.15% 0.022%
95 12.971 3693 3695 3698 rBV 482 383 0.02% 0.003%
96 13.083 3728 3730 3736 rBV2 646 581 0.03% 0.005%
97 13.353 3811 3814 3820 rBV2 729 693 0.04% 0.005%
98 13.524 3857 3867 3869 rBV3 2054 2666 0.14% 0.021%
99 14.090 4041 4043 4046 rBV 571 336 0.02% 0.003%
100 14.276 4094 4101 4110 rVB3 5539 9484 0.50% 0.074%
Sum of corrected areas: 12833715
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
VU030035.D

13 Mar 2019 17:31

JC/SP

K1838-16
5.739g/5mL/100uL/5.0mL/MSVOA_U/MEOH

22 Sample Multiplier: 1

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

: C:\DATABASE\NIST11.L

LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: VU030035.D

5.88

4.19
o 2.20512. CRRIBRF.B.223D_3.6230888004 |\ 4.57 X 4B, 6.t
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: VU030035.D
11448
1000000 9.09
800000
11.86
600000
10.43
400000
200000 7 22
785 8.18
b L 10.60
0 MB87'D4 7 SZV? 8 57 8.88.93P \ PRBIZ99%ES 9.789. 950001839 |10.457100V8MRBRAA1160 11. 4JZ¥11.69
; B e e B e e e e e e e e e .
Time--> 7. OO 7. 50 8. 50 9.00 9.50 10.00 10.50 11.00 11.50 12.00
Abundance TIC: VU030035.D
1000000
800000
600000
400000
200000
0 12.481 3%572218%3.08 13.383.52 14.044.28
—— —— ——— e " e —— e ;
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 : VU0O30035.D

Acq On : 13 Mar 2019 17:31

Operator : JC/SP

Sample - K1838-16

Misc : 5.739/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 22 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

AR R ok R o R S R AR AR R R R S R AR AR O R R R AR R R R e R R R R R R AR AR SR R AR R R R R CE R R R o e R o e R R
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU031519\
Data File : VU0O30035.D

Acq On : 13 Mar 2019 17:31

Operator : JC/SP

Sample - K1838-16

Misc : 5.739/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 22 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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