LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU031119\
Data File : VU029926.D

Aca On : 09 Mar 2019 17:38

Operator : JC/SP

Sample : K1789-20

Misc : 5.67a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 46 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\SOMULMO31119WMA_.M
Title : VOC Analysis

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 1.177 23 27 34 rBvV2 7845 7190 0.21% 0.026%
2 1.321 66 72 85 rvB 79003 79298 2.29% 0.290%
3 1.392 87 94 110 rBV 320424 371481 10.73% 1.356%
4 1.640 166 171 182 rVB 169257 181941 5.26% 0.664%
5 2.235 345 356 371 rBV 617396 915316 26.44% 3.342%
6 2.341 384 389 399 rVB 7180 10762 0.31% 0.039%
7 2.418 410 413 415 rBV3 845 566 0.02% 0.002%
8 2.502 436 439 441 rBV3 657 342 0.01% 0.001%
9 2.559 453 457 459 rBvV2 693 417 0.01% 0.002%
10 2.682 487 495 505 rBV6 3493 7400 0.21% 0.027%
11 2.826 527 540 552 rBV 10310 23209 0.67% 0.085%
12 3.016 506 599 604 rVB2 611 592 0.02% 0.002%
13 3.267 674 677 682 rBv4 704 706 0.02% 0.003%
14 3.321 691 694 699 rVB2 362 371 0.01% 0.001%
15 3.418 717 724 728 rBV2 563 724 0.02% 0.003%
16 3.482 738 744 748 rBV2 444 545 0.02% 0.002%
17 3.527 755 758 762 rBV 517 497 0.01% 0.002%
18 3.620 784 787 791 rBV2 513 393 0.01% 0.001%
19 3.701 807 812 815 rVB2 400 336 0.01% 0.001%
20 3.887 865 870 872 rBV2 572 435 0.01% 0.002%
21 3.968 891 895 902 rvv2 735 826 0.02% 0.003%
22 4.038 914 917 922 rBV 422 385 0.01% 0.001%
23 4.119 937 942 943 rBV2 456 354 0.01% 0.001%
24 4.190 947 964 1007 rBV 178181 616951 17.82% 2.253%
25 4.450 1040 1045 1047 rBvV2 465 471 0.01% 0.002%
26 4.640 1086 1104 1132 rBvV 398188 979889 28.31% 3.578%
27 4.794 1147 1152 1161 rVB3 921 1270 0.04% 0.005%
28 4.913 1188 1189 1193 rVvB3 621 333 0.01% 0.001%
29 5.051 1229 1232 1237 rVB4 509 345 0.01% 0.001%
30 5.128 1249 1256 1263 rVB3 781 841 0.02% 0.003%
31 5.173 1263 1270 1274 rBv4 746 979 0.03% 0.004%
32 5.215 1280 1283 1286 rBV 612 519 0.01% 0.002%
33 5.328 1295 1318 1346 rBv2 907521 2560069 73.96% 9.348%
34 5.617 1405 1408 1416 rVB6 1894 2331 0.07% 0.009%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU031119\
Data File : VU029926.D

Aca On : 09 Mar 2019 17:38

Operator : JC/SP

Sample : K1789-20

Misc : 5.67a/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 46 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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\SOMULMO31119WMA _M
Title : VOC Analysis

35 5.746 1444 1448 1451 rVB2 438 389 0.01% 0.001%
36 5.820 1466 1471 1474 rVB2 423 360 0.01% 0.001%
37 5.878 1474 1489 1520 rBV 1179120 2459816 71.06% 8.981%
38 6.186 1572 1585 1594 rVB8 5264 10873 0.31% 0.040%
39 6.254 1598 1606 1609 rBV5 2518 3667 0.11% 0.013%
40 6.325 1614 1628 1662 rVB 525975 1100879 31.80% 4.020%
41 6.730 1751 1754 1758 rVB3 741 540 0.02% 0.002%
42 6.755 1758 1762 1765 rBV2 675 481 0.01% 0.002%
43 6.897 1801 1806 1807 rBV3 1159 936 0.03% 0.003%
44 7.042 1848 1851 1855 rVvB2 737 469 0.01% 0.002%
45 7.096 1862 1868 1872 rVB2 829 750 0.02% 0.003%

46 7.225 1892 1908 1939 rBvV 295126 583364 16.85% 2.130%
47 7.482 1979 1988 1999 rBV5 4375 8098 0.23% 0.030%
48 7.559 1999 2012 2042 rBV 1215494 2223973 64.25% 8.120%
49 7.849 2088 2102 2122 rBV 203170 394200 11.39% 1.439%

50 8.038 2159 2161 2164 rVB3 806 434 0.01% 0.002%
51 8.115 2183 2185 2188 rBV2 469 387 0.01% 0.001%
52 8.170 2197 2202 2204 rBvV4 1135 858 0.02% 0.003%

53 8.222 2204 2218 2237 rBV 1550307 2647992 76.50% 9.669%
54 8.321 2237 2249 2284 rVB 861032 1600722 46.24% 5.845%

55 8.537 2314 2316 2321 rVB3 786 451 0.01% 0.002%
56 8.591 2330 2333 2337 rBv4 501 420 0.01% 0.002%
57 8.627 2337 2344 2355 rVvV5 1864 2612 0.08% 0.010%
58 8.771 2385 2389 2395 rBV3 712 625 0.02% 0.002%
59 8.897 2424 2428 2429 rBV4 1097 892 0.03% 0.003%
60 8.942 2439 2442 2445 rVB 650 436 0.01% 0.002%
61 8.996 2450 2459 2463 rVB3 516 846 0.02% 0.003%
62 9.090 2471 2488 2528 rBV 1842150 3220348 93.03% 11.758%
63 9.379 2574 2578 2583 rBV5 1132 1435 0.04% 0.005%
64 9.434 2591 2595 2599 rBV2 526 478 0.01% 0.002%
65 9.488 2608 2612 2616 rVB3 502 412 0.01% 0.002%
66 9.684 2668 2673 2678 rBV2 575 524 0.02% 0.002%
67 9.730 2684 2687 2696 rVB2 530 668 0.02% 0.002%
68 9.803 2708 2710 2713 rBv4 791 499 0.01% 0.002%
69 9.958 2755 2758 2763 rVB2 544 397 0.01% 0.001%
70 10.138 2810 2814 2819 rVB3 576 556 0.02% 0.002%
71 10.173 2819 2825 2833 rVB3 744 1081 0.03% 0.004%
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LSC Area Percent Report
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72 10.225 2833 2841 2851 rVB4 2317 3474 0.10% 0.013%
73 10.337 2870 2876 2878 rBY 308 359 0.01% 0.001%
74 10.434 2892 2906 2925 rBV 991422 1581351 45.68% 5.774%
75 10.591 2948 2955 2957 rBV3 845 775 0.02% 0.003%
76 10.668 2976 2979 2984 rVB2 428 369 0.01% 0.001%
77 10.752 3002 3005 3008 rvv 483 403 0.01% 0.001%
78 10.971 3066 3073 3076 rBvV2 668 666 0.02% 0.002%
79 10.993 3076 3080 3085 rVv2 534 550 0.02% 0.002%
80 11.032 3089 3092 3096 rBvV2 717 681 0.02% 0.002%
81 11.083 3104 3108 3114 rVv4 1276 1082 0.03% 0.004%
82 11.234 3150 3155 3157 rBvY 427 423 0.01% 0.002%
83 11.286 3166 3171 3174 rBV2 565 577 0.02% 0.002%
84 11.398 3202 3206 3207 rBvV2 1137 897 0.03% 0.003%

85 11.482 3219 3232 3256 rBV 2208092 3461532 100.00% 12.639%

86 11.858 3336 3349 3372 rBV 1390998 2284900 66.01% 8.343%

87 12.376 3507 3510 3515 rBV3 579 511 0.01% 0.002%
88 12.508 3549 3551 3554 rVB2 711 389 0.01% 0.001%
89 12.569 3567 3570 3573 rVB2 776 485 0.01% 0.002%
90 12.819 3643 3648 3649 rBV 412 335 0.01% 0.001%
91 12.906 3671 3675 3684 rVB5 1042 1277 0.04% 0.005%
92 13.135 3742 3746 3750 rBV3 555 517 0.01% 0.002%
93 13.241 3774 3779 3783 rBvV4 633 619 0.02% 0.002%
94 13.324 3801 3805 3809 rBV3 428 493 0.01% 0.002%
95 13.369 3815 3819 3821 rBV3 488 429 0.01% 0.002%
96 13.446 3840 3843 3848 rBV2 492 528 0.02% 0.002%
97 13.585 3882 3886 3891 rBV3 761 817 0.02% 0.003%
98 14.270 4093 4099 4102 rBv4 1720 2171 0.06% 0.008%
99 14.864 4281 4284 4287 rBV2 895 520 0.02% 0.002%
100 15.286 4413 4415 4420 rVB4 890 585 0.02% 0.002%
Sum of corrected areas: 27387667
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO031119\
VU029926.D

09 Mar 2019 17:38

JC/SP

K1789-20
5.67a/5mL/100uL/5.0mL/MSVOA_U/MEOH

46 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O31119WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: VU029926.D
2000000
1500000
5.88
1000000
500000
ol 2.2422532.68.83 3.02 327AR3NE3R270 3.899 7/
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: VU029926.D
11148
2000000
9.09
8.22
1500000 11.86
7.56
10.43
1000000 8.32
500000
7.22
7.85
0 6785.90/ D4 7.48 K 8.642 8. 538, 733M). 93829 9%¥3B00.96100THPA. 1(1[9916)7751!])1)1!331:239.4& J
i — P e S —— T T T T T 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: VU029926.D
2000000
1500000
1000000
500000
0 12.38.357 1218291 13 1R XR37453.58 14.27 14.86 15.29
——— T T T T T T T T 7
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\VU031119\
Data File : VU029926.D

Acq On : 09 Mar 2019 17:38

Operator : JC/SP

Sample : K1789-20

Misc : 5.679/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 46 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O31119WMA .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\VU031119\
Data File : VU029926.D

Acq On : 09 Mar 2019 17:38

Operator : JC/SP

Sample : K1789-20

Misc : 5.679/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 46 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM0O31119WMA .M
VOC Analysis

Quant Method
Quant Title

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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