LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033328.D

Acq On 18 Jul 2019 19:26

Operator : JC/SP

Sample - K3863-16

Misc : 4.409/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 29 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 172979 201127 14.18% 1.748%
2 2.225 343 353 367 rvB 386144 586056 41.31% 5.095%
3 2.608 463 472 484 rBV2 9127 16401 1.16% 0.143%
4 2.813 522 536 551 rBV2 25024 59890 4.22% 0.521%
5 3.000 592 594 597 rvB2 373 129 0.01% 0.001%
6 3.019 597 600 601 rBvV2 340 191 0.01% 0.002%
7 3.061 610 613 617 rBvV2 287 237 0.02% 0.002%
8 3.087 619 621 623 rvv 243 112 0.01% 0.001%
9 3.116 628 630 633 rBV 341 157 0.01% 0.001%
10 3.132 633 635 637 rBv2 173 86 0.01% 0.001%
11 3.241 667 669 672 rBV 347 145 0.01% 0.001%
12 3.273 675 679 681 rBV 568 480 0.03% 0.004%
13 3.415 722 723 725 rBY 342 159 0.01% 0.001%
14 3.437 728 730 733 rVB 232 125 0.01% 0.001%
15 3.492 745 747 754 rVvv3 254 304 0.02% 0.003%
16 3.566 769 770 774 rBV 227 122 0.01% 0.001%
17 3.614 781 785 787 rBV 270 145 0.01% 0.001%
18 3.682 804 806 807 rBvV 164 77 0.01% 0.001%
19 3.714 813 816 818 rBvV 233 135 0.01% 0.001%
20 3.785 836 838 840 rBvV 354 181 0.01% 0.002%
21 3.797 840 842 844 rVvv 152 84 0.01% 0.001%
22 3.836 852 854 858 rvB2 207 128 0.01% 0.001%
23 3.916 876 879 881 rBvV2 168 104 0.01% 0.001%
24 3.952 887 890 894 rvB2 278 157 0.01% 0.001%
25 3.984 894 900 901 rBV3 422 385 0.03% 0.003%
26 4.048 918 920 924 rVB 257 137 0.01% 0.001%
27 4.067 924 926 928 rBV 220 116 0.01% 0.001%
28 4.164 938 956 1006 rBvV 95527 350763 24.72% 3.049%
29 4.524 1064 1068 1073 rVB2 309 235 0.02% 0.002%
30 4.617 1080 1097 1122 rBV 221195 548408 38.66% 4.768%
31 4.836 1163 1165 1166 rBvV 259 120 0.01% 0.001%
32 5.016 1219 1221 1222 rBV 182 85 0.01% 0.001%
33 5.055 1230 1233 1242 rVB4 282 329 0.02% 0.003%
34 5.096 1242 1246 1249 rBV2 227 236 0.02% 0.002%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033328.D

Acq On 18 Jul 2019 19:26

Operator : JC/SP

Sample - K3863-16

Misc : 4.409/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 29 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 5.148 1259 1262 1264 rBV2 180 141 0.01% 0.001%
36 5.170 1267 1269 1270 rVB 248 81 0.01% 0.001%
37 5.180 1270 1272 1274 rBV 191 105 0.01% 0.001%
38 5.228 1284 1287 1289 rVB2 322 161 0.01% 0.001%
39 5.309 1289 1312 1343 rBV2 495390 1418691 100.00% 12.333%
40 5.543 1384 1385 1389 rBV2 167 133 0.01% 0.001%
41 5.601 1400 1403 1407 rBvV2 316 257 0.02% 0.002%
42 5.698 1431 1433 1436 rBV 144 79 0.01% 0.001%
43 5.717 1436 1439 1441 rBV4 344 270 0.02% 0.002%
44 5.775 1454 1457 1459 rBV 271 167 0.01% 0.001%
45 5.862 1468 1484 1512 rBV 428191 883109 62.25% 7.677%
46 6.148 1568 1573 1576 rBv4 1258 1373 0.10% 0.012%
47 6.228 1594 1598 1600 rBV2 405 305 0.02% 0.003%
48 6.257 1605 1607 1608 rBV 242 107 0.01% 0.001%
49 6.305 1608 1622 1644 rBVY 300700 630808 44.46% 5.484%
50 6.485 1674 1678 1679 rBV 284 216 0.02% 0.002%
51 6.537 1690 1694 1701 rVB4 440 448 0.03% 0.004%
52 6.601 1712 1714 1717 rVB2 192 99 0.01% 0.001%
53 6.620 1717 1720 1721 rBvV 230 132 0.01% 0.001%
54 6.726 1750 1753 1755 rBV 244 112 0.01% 0.001%
55 6.788 1769 1772 1773 rBV 183 106 0.01% 0.001%
56 6.817 1778 1781 1785 rBV 249 219 0.02% 0.002%
57 6.849 1787 1791 1794 rBV3 491 516 0.04% 0.004%
58 6.942 1818 1820 1823 rVv2 233 155 0.01% 0.001%
59 6.977 1830 1831 1834 rVB 282 106 0.01% 0.001%
60 6.997 1834 1837 1840 rVB2 339 160 0.01% 0.001%
61 7.013 1840 1842 1845 rBV2 242 196 0.01% 0.002%
62 7.035 1847 1849 1855 rVB3 222 176 0.01% 0.002%
63 7.077 1855 1862 1864 rBV2 294 299 0.02% 0.003%
64 7.135 1877 1880 1881 rBV2 143 77 0.01% 0.001%
65 7.209 1889 1903 1929 rBV 171556 333985 23.54% 2.903%
66 7.347 1944 1946 1947 rBV 205 88 0.01% 0.001%
67 7.357 1947 1949 1952 rVB2 577 279 0.02% 0.002%
68 7.376 1952 1955 1957 rBV2 430 313 0.02% 0.003%
69 7.450 1975 1978 1979 rBV 530 248 0.02% 0.002%

70 7.543 1994 2007 2027 rBV 630593 1143271 80.59% 9.939%
71 7.762 2072 2075 2078 rBvV2 250 165 0.01% 0.001%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033328.D

Acq On 18 Jul 2019 19:26

Operator : JC/SP

Sample - K3863-16

Misc : 4.409/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 29 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 7.833 2086 2097 2119 rBV 118848 226189 15.94% 1.966%

73 7.977 2140 2142 2144 rBV 314 179 0.01% 0.002%
74 8.116 2182 2185 2188 rBV2 361 229 0.02% 0.002%
75 8.305 2231 2244 2287 rBV 409074 788898 55.61% 6.858%
76 8.820 2396 2404 2406 rBV2 359 463 0.03% 0.004%
77 8.964 2444 2449 2454 rBV3 461 520 0.04% 0.005%
78 9.074 2470 2483 2517 rBvV 646415 1123027 79.16% 9.763%
79 9.350 2567 2569 2571 rVvVv 260 96 0.01% 0.001%
80 9.369 2571 2575 2581 rVB3 636 795 0.06% 0.007%
81 9.488 2608 2612 2615 rBV 506 335 0.02% 0.003%
82 9.505 2615 2617 2619 rBvV 182 100 0.01% 0.001%
83 9.569 2631 2637 2640 rBV2 413 400 0.03% 0.003%
84 9.595 2643 2645 2650 rVB3 237 206 0.01% 0.002%
85 9.627 2652 2655 2658 rBvV2 163 79 0.01% 0.001%
86 9.672 2662 2669 2672 rBV3 554 679 0.05% 0.006%
87 9.717 2680 2683 2685 rBV3 408 205 0.01% 0.002%
88 9.765 2696 2698 2703 rVB3 504 368 0.03% 0.003%
89 9.842 2719 2722 2726 rVB 514 319 0.02% 0.003%
90 9.900 2738 2740 2743 rVB2 448 265 0.02% 0.002%
91 9.923 2743 2747 2750 rBvV2 331 334 0.02% 0.003%
92 10.292 2858 2862 2864 rBV 359 272 0.02% 0.002%
93 10.331 2872 2874 2876 rBV2 336 166 0.01% 0.001%
94 10.418 2889 2901 2922 rBV 506891 809369 57.05% 7.036%
95 10.652 2971 2974 2976 rBV 265 185 0.01% 0.002%
96 10.868 3038 3041 3044 rBvV 358 263 0.02% 0.002%
97 10.993 3079 3080 3082 rBV 306 125 0.01% 0.001%
98 11.234 3153 3155 3157 rBV2 202 102 0.01% 0.001%

99 11.469 3216 3228 3251 rBV 750160 1194920 84.23% 10.388%
100 11.845 3333 3345 3373 rBVY 736425 1169200 82.41% 10.164%

Sum of corrected areas: 11502987
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033328.D

Acq On 18 Jul 2019 19:26

Operator : JC/SP

Sample - K3863-16

Misc : 4.409/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 29 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: VU033328.D
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033328.D

Acq On 18 Jul 2019 19:26

Operator : JC/SP

Sample - K3863-16

Misc : 4.409/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 29 Sample Multiplier: 1

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

Quant Method
Quant Title

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

SOMULMO71219WMA_M Tue Jul 23 05:17:32 2019 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO71819\
Data File : VU033328.D

Acq On 18 Jul 2019 19:26

Operator : JC/SP

Sample - K3863-16

Misc : 4.409/5mL/100uL/5_.0mL/MSVOA_U/MEOH

ALS Vial : 29 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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