LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033325.D

Acq On 18 Jul 2019 18:16

Operator : JC/SP

Sample - K3863-13

Misc : 3.559/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 26 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\SOMULMO71219WMA .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 1.386 85 92 108 rVB 170903 199386 14.06% 1.679%
2 1.463 111 116 120 rBV3 2428 2558 0.18% 0.022%
3 1.585 129 154 156 rBV6 51467 180081 12.70% 1.517%
4 1.630 164 168 181 rVB 164335 178405 12.58% 1.503%
5 2.228 343 354 369 rvVB 387002 575755 40.61% 4.849%
6 2.434 415 418 424 rVB3 1424 1436 0.10% 0.012%
7 2.604 462 471 485 rBvY 22707 42458 2.99% 0.358%
8 2.810 519 535 551 rBY 28571 68032 4._80% 0.573%
9 2.968 580 584 588 rvB2 578 554 0.04% 0.005%
10 3.161 637 644 647 rBV3 1007 1251 0.09% 0.011%
11 3.215 658 661 666 rBvV3 340 345 0.02% 0.003%
12 3.614 783 785 790 rvv2 361 294 0.02% 0.002%
13 3.653 794 797 803 rVB3 242 267 0.02% 0.002%
14 3.723 816 819 824 rBvV 272 285 0.02% 0.002%
15 3.845 853 857 859 rBvV3 470 369 0.03% 0.003%
16 3.926 877 882 884 rBv4 392 285 0.02% 0.002%
17 3.948 887 889 896 rvv3 394 287 0.02% 0.002%
18 4.032 909 915 922 rVB3 488 582 0.04% 0.005%
19 4.067 922 926 930 rBvV2 406 319 0.02% 0.003%
20 4.161 940 955 1008 rBvY 92820 349713 24.67% 2.945%
21 4.444 1039 1043 1046 rVB3 877 699 0.05% 0.006%
22 4_.559 1075 1079 1080 rBVv2 426 273 0.02% 0.002%
23 4.617 1080 1097 1126 rVV 220273 547410 38.61% 4.611%
24  4.800 1152 1154 1158 rVB3 521 295 0.02% 0.002%
25 4.842 1164 1167 1168 rBV 634 396 0.03% 0.003%
26 4.878 1168 1178 1190 rVBY 3252 7750 0.55% 0.065%
27 4.961 1200 1204 1205 rBVv2 713 470 0.03% 0.004%
28 5.308 1288 1312 1341 rBV2 495343 1417811 100.00% 11.942%
29 5.582 1394 1397 1400 rVB2 555 392 0.03% 0.003%
30 5.861 1469 1484 1507 rBV 420901 860258 60.68% 7.246%
31 6.051 1541 1543 1547 rVB2 450 282 0.02% 0.002%
32 6.157 1568 1576 1587 rVB9 2390 4939 0.35% 0.042%
33 6.238 1598 1601 1602 rBV2 447 277 0.02% 0.002%

34 6.305 1607 1622 1643 rBvV 297271 627345 44 _.25% 5.284%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033325.D

Acq On 18 Jul 2019 18:16

Operator : JC/SP

Sample - K3863-13

Misc : 3.559/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 26 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\SOMULMO71219WMA .M
Title : VOC Analysis

35 6.421 1655 1658 1660 rBV3 646 376 0.03% 0.003%
36 6.437 1661 1663 1666 rvv2 753 385 0.03% 0.003%
37 6.585 1704 1709 1713 rBVv4 366 466 0.03% 0.004%
38 6.678 1735 1738 1742 rVB2 357 267 0.02% 0.002%
39 6.742 1755 1758 1761 rVB3 455 272 0.02% 0.002%
40 7.209 1889 1903 1933 rBvV 173538 336813 23.76% 2.837%
41 7.318 1935 1937 1943 rVB2 581 495 0.03% 0.004%
42 7.386 1953 1958 1959 rBV2 713 526 0.04% 0.004%
43 7.395 1959 1961 1964 rVB2 493 282 0.02% 0.002%
44 7.414 1964 1967 1970 rVB2 867 532 0.04% 0.004%
45 7.466 1976 1983 1990 rBV5 1424 2150 0.15% 0.018%
46 7.546 1994 2008 2028 rBV 629420 1141084 80.48% 9.611%
47 7.713 2058 2060 2064 rVB3 434 280 0.02% 0.002%
48 7.775 2074 2079 2082 rBV5 821 703 0.05% 0.006%
49 7.832 2086 2097 2117 rBvV 120359 230545 16.26% 1.942%
50 8.099 2177 2180 2183 rVB3 391 283 0.02% 0.002%
51 8.157 2193 2198 2210 rBVv4 846 1146 0.08% 0.010%
52 8.215 2210 2216 2219 rVB3 631 649 0.05% 0.005%
53 8.250 2224 2227 2231 rVB2 544 281 0.02% 0.002%
54 8.305 2231 2244 2275 rBV 411129 780714 55.06% 6.576%
55 8.572 2324 2327 2329 rBV3 671 474 0.03% 0.004%
56 8.620 2333 2342 2348 rVv4 2043 3696 0.26% 0.031%
57 8.733 2374 2377 2383 rVB4 546 483 0.03% 0.004%
58 8.893 2421 2427 2434 rVV2 919 1466 0.10% 0.012%
59 9.012 2457 2464 2470 rBv4 1516 2003 0.14% 0.017%
60 9.074 2470 2483 2508 rBVY 631152 1096333 77.33% 9.234%
61 9.366 2566 2574 2577 rBV5 1178 1269 0.09% 0.011%
62 9.746 2690 2692 2695 rBV2 373 272 0.02% 0.002%
63 9.768 2695 2699 2701 rvv2 931 868 0.06% 0.007%
64 9.791 2704 2706 2710 rVB3 753 435 0.03% 0.004%
65 9.897 2736 2739 2744 rBV3 365 346 0.02% 0.003%
66 9.935 2744 2751 2752 rBVv4 856 817 0.06% 0.007%
67 10.157 2811 2820 2825 rBV4 1363 1871 0.13% 0.016%
68 10.212 2834 2837 2842 rVB2 470 294 0.02% 0.002%
69 10.241 2842 2846 2851 rVB4 950 914 0.06% 0.008%
70 10.308 2861 2867 2874 rBV6 851 959 0.07% 0.008%
71 10.344 2874 2878 2882 rBvV4 873 929 0.07% 0.008%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033325.D

Acq On 18 Jul 2019 18:16

Operator : JC/SP

Sample - K3863-13

Misc : 3.559/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 26 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\SOMULMO71219WMA .M
VOC Analysis

72 10.418 2887 2901 2923 rBV 504738 810644 57.18% 6.828%

73 10.588 2944 2954 2965 rVB5 1069 2285 0.16% 0.019%
74 10.643 2969 2971 2975 rBV2 550 400 0.03% 0.003%
75 10.736 2996 3000 3003 rBVS5 611 597 0.04% 0.005%
76 10.800 3014 3020 3027 rVB5 2042 2801 0.20% 0.024%
77 10.852 3031 3036 3041 rVB3 481 397 0.03% 0.003%
78 10.877 3041 3044 3048 rVB3 312 268 0.02% 0.002%
79 10.993 3075 3080 3086 rBV3 1158 1328 0.09% 0.011%
80 11.057 3097 3100 3103 rVv2 819 716 0.05% 0.006%
81 11.099 3107 3113 3120 rVV5 3067 4637 0.33% 0.039%
82 11.135 3121 3124 3131 rVB4 1855 2281 0.16% 0.019%
83 11.250 3155 3160 3162 rBvV4 1070 1062 0.07% 0.009%
84 11.321 3173 3182 3191 rBV6 1542 2429 0.17% 0.020%
85 11.356 3191 3193 3195 rBV2 696 422 0.03% 0.004%
86 11.376 3195 3199 3201 rBvV4 1237 1008 0.07% 0.008%
87 11.408 3206 3209 3216 rVB6 1384 1420 0.10% 0.012%

88 11.469 3216 3228 3250 rBV 750429 1179220 83.17% 9.932%
89 11.845 3332 3345 3366 rBV 720995 1167338 82.33% 9.832%

90 12.012 3392 3397 3408 rVB7 3106 4511 0.32% 0.038%
91 12.138 3430 3436 3438 rBv4 772 717 0.05% 0.006%
92 12.154 3439 3441 3443 rBV3 650 368 0.03% 0.003%
93 12.298 3482 3486 3489 rVvB4 936 750 0.05% 0.006%
94 12.472 3536 3540 3544 rBV2 1229 1131 0.08% 0.010%
95 12.504 3548 3550 3553 rBV2 848 406 0.03% 0.003%
96 13.462 3845 3848 3850 rBV2 489 333 0.02% 0.003%
97 13.736 3930 3933 3935 rBV2 1055 752 0.05% 0.006%
98 13.954 3998 4001 4003 rBV 429 321 0.02% 0.003%
99 14.099 4042 4046 4048 rBV3 824 680 0.05% 0.006%
100 14.327 4114 4117 4125 rBVS5 583 677 0.05% 0.006%
Sum of corrected areas: 11872836
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033325.D

Acq On 18 Jul 2019 18:16

Operator : JC/SP

Sample - K3863-13

Misc : 3.559/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .M
: VOC Analysis

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU033325.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033325.D

Acq On 18 Jul 2019 18:16

Operator : JC/SP

Sample - K3863-13

Misc : 3.559/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .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\VUO71819\
Data File : VU033325.D

Acq On 18 Jul 2019 18:16

Operator : JC/SP

Sample - K3863-13

Misc : 3.559/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULMO71219WMA .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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