LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101019\
Data File : VU035026.D

Aca On : 09 Oct 2019 22:35

Operator : JC/SP

Sample : K5265-09

Misc : 4.76a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 19 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\SOMULM100319WMA .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 1.170 22 25 31 rvB2 3473 3048 0.20% 0.025%
2 1.280 50 59 67 rBv3 11808 25837 1.71% 0.212%
3 1.389 86 93 112 rVB 165957 212278 14.09% 1.743%
4 1.595 128 157 159 rBvV4 53127 192678 12.79% 1.582%
5 1.633 164 169 185 rVvB 139515 204465 13.57% 1.679%
6 2.225 342 353 368 rVB 319539 482953 32.05% 3.966%
7 2.527 445 447 450 rBvV2 314 184 0.01% 0.002%
8 2.588 461 466 467 rBv4 315 263 0.02% 0.002%
9 2.669 480 491 502 rBV5 2797 5660 0.38% 0.046%
10 2.813 520 536 555 rBV2 27769 69910 4.64% 0.574%
11 2.955 578 580 583 rVB3 410 202 0.01% 0.002%
12 3.244 666 670 671 rBV2 367 229 0.02% 0.002%
13 3.402 716 719 722 rVB2 399 258 0.02% 0.002%
14 3.907 872 876 880 rBV2 281 236 0.02% 0.002%
15 4.058 920 923 928 rVB 226 188 0.01% 0.002%
16 4.170 945 958 1015 rBV 94341 364462 24.19% 2.993%
17 4.508 1061 1063 1070 rvB3 476 318 0.02% 0.003%
18 4.534 1070 1071 1077 rvVB 392 222 0.01% 0.002%
19 4.620 1078 1098 1133 rBvV 214096 560336 37.19% 4.601%
20 4.794 1149 1152 1156 rvB4 481 372 0.02% 0.003%
21 4.842 1164 1167 1170 rvv3 592 509 0.03% 0.004%
22 4.862 1170 1173 1181 rVB5 892 1226 0.08% 0.010%
23 4.929 1190 1194 1197 rBvV 510 547 0.04% 0.004%
24 4.952 1197 1201 1203 rVvVv 249 213 0.01% 0.002%
25 5.083 1239 1242 1245 rVB2 289 183 0.01% 0.002%
26 5.138 1254 1259 1263 rBvV2 198 191 0.01% 0.002%
27 5.309 1289 1312 1335 rBv2 527653 1506648 100.00% 12.373%
28 5.463 1356 1360 1364 rBv4 523 506 0.03% 0.004%
29 5.501 1370 1372 1376 rVB2 355 195 0.01% 0.002%
30 5.530 1379 1381 1386 rVB4 349 204 0.01% 0.002%
31 5.595 1390 1401 1402 rBV5 2047 2714 0.18% 0.022%
32 5.714 1435 1438 1442 rBV2 487 242 0.02% 0.002%
33 5.739 1442 1446 1450 rBvV2 464 305 0.02% 0.003%
34 5.807 1461 1467 1470 rBvV2 455 318 0.02% 0.003%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101019\
Data File : VU035026.D

Aca On : 09 Oct 2019 22:35

Operator : JC/SP

Sample : K5265-09

Misc : 4.76a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 19 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
Title

Z:\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100319WMA .M
VOC Analysis

35 5.862 1470 1484 1516 rBV 498009 1054101 69.96% 8.656%

36 6.116 1560 1563 1566 rVB2 386 224 0.01% 0.002%
37 6.164 1568 1578 1592 rBV7 8255 16737 1.11% 0.137%
38 6.238 1592 1601 1606 rBV6 2442 4647 0.31% 0.038%
39 6.305 1608 1622 1652 rVB 320368 689282 45.75% 5.660%
40 6.505 1680 1684 1688 rVB3 421 404 0.03% 0.003%
41 6.550 1694 1698 1700 rBV 333 282 0.02% 0.002%
42 6.611 1712 1717 1718 rBV 366 229 0.02% 0.002%
43 6.710 1744 1748 1750 rBV3 302 218 0.01% 0.002%
44 6.778 1766 1769 1777 rVB3 330 364 0.02% 0.003%
45 6.884 1790 1802 1812 rBVS5 1401 2641 0.18% 0.022%
46 6.971 1824 1829 1832 rVVv2 330 321 0.02% 0.003%
47 7.032 1845 1848 1855 rvB2 414 407 0.03% 0.003%
48 7.071 1855 1860 1864 rBV2 320 397 0.03% 0.003%
49 7.106 1869 1871 1878 rVB2 362 377 0.03% 0.003%
50 7.209 1890 1903 1927 rBV 149211 304559 20.21% 2.501%
51 7.344 1942 1945 1948 rVB4 396 269 0.02% 0.002%
52 7.360 1948 1950 1953 rVB 420 195 0.01% 0.002%
53 7.466 1975 1983 1985 rBV5 2299 2964 0.20% 0.024%

54 7.543 1994 2007 2030 rBV 642401 1203008 79.85% 9.879%
55 7.833 2086 2097 2119 rBvV 95720 203098 13.48% 1.668%

56 7.997 2144 2148 2152 rVB3 487 393 0.03% 0.003%
57 8.025 2152 2157 2159 rBV3 907 846 0.06% 0.007%
58 8.151 2187 2196 2203 rBV4 699 1291 0.09% 0.011%
59 8.186 2203 2207 2211 rVV3 313 283 0.02% 0.002%
60 8.308 2232 2245 2280 rBvV 380152 817240 54.24% 6.711%
61 8.566 2323 2325 2331 rVB5 432 343 0.02% 0.003%
62 8.652 2349 2352 2357 rBV3 470 318 0.02% 0.003%
63 8.775 2387 2390 2392 rBV 312 228 0.02% 0.002%
64 8.820 2401 2404 2407 rBV3 331 248 0.02% 0.002%
65 8.842 2407 2411 2414 rVV3 335 298 0.02% 0.002%
66 8.861 2414 2417 2419 rVB3 336 221 0.01% 0.002%
67 8.878 2419 2422 2425 rBV 563 256 0.02% 0.002%
68 8.897 2425 2428 2430 rvv2 396 257 0.02% 0.002%
69 8.923 2433 2436 2438 rBvV2 393 190 0.01% 0.002%
70 8.948 2441 2444 2447 rBV2 269 219 0.01% 0.002%

71 9.074 2470 2483 2512 rBV 718897 1348214 89.48% 11.071%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VU101019\
Data File : VU035026.D

Aca On : 09 Oct 2019 22:35

Operator : JC/SP

Sample : K5265-09

Misc : 4.76a/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0 % of largest Peak
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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\SOMULM100319WMA _M
Title : VOC Analysis

72 9.292 2547 2551 2555 rvB2 495 392 0.03% 0.003%
73 9.357 2569 2571 2573 rBV2 565 327 0.02% 0.003%
74 9.443 2594 2598 2601 rBV2 292 194 0.01% 0.002%
75 9.521 2616 2622 2626 rBV2 282 372 0.02% 0.003%
76 9.678 2668 2671 2674 rBV 228 207 0.01% 0.002%
77 9.720 2678 2684 2690 rBV2 442 548 0.04% 0.005%
78 9.771 2696 2700 2703 rBV2 363 310 0.02% 0.003%
79 9.816 2711 2714 2715 rBV2 371 213 0.01% 0.002%
80 10.045 2781 2785 2787 rBV 276 228 0.02% 0.002%
81 10.196 2827 2832 2835 rBB3 278 273 0.02% 0.002%
82 10.247 2845 2848 2852 rVB 417 332 0.02% 0.003%
83 10.276 2852 2857 2860 rBV2 255 280 0.02% 0.002%
84 10.337 2873 2876 2880 rBvV2 277 208 0.01% 0.002%
85 10.360 2880 2883 2888 rBV3 233 223 0.01% 0.002%
86 10.418 2888 2901 2923 rBV 478190 797306 52.92% 6.547%
87 10.572 2944 2949 2951 rBV2 412 291 0.02% 0.002%
88 10.594 2954 2956 2963 rVB3 602 488 0.03% 0.004%
89 10.755 3004 3006 3009 rBvV 401 228 0.02% 0.002%
90 10.820 3023 3026 3030 rBvV 355 266 0.02% 0.002%
91 10.897 3046 3050 3054 rVB3 304 310 0.02% 0.003%
92 10.919 3054 3057 3060 rBvV 370 218 0.01% 0.002%
93 11.205 3141 3146 3149 rVB3 342 274 0.02% 0.002%
94 11.225 3149 3152 3154 rBV2 258 187 0.01% 0.002%
95 11.276 3164 3168 3171 rBV2 314 247 0.02% 0.002%
96 11.357 3190 3193 3197 rBvY 377 310 0.02% 0.003%

97 11.466 3215 3227 3254 rBV 652018 1105474 73.37% 9.078%
98 11.842 3331 3344 3369 rBvV 572604 972626 64.56% 7.987%

99 12.697 3608 3610 3613 rBV 465 361 0.02% 0.003%
100 13.565 3876 3880 3886 rBV3 743 978 0.06% 0.008%
Sum of corrected areas: 12177340
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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\VU101019\
VU035026.D

09 Oct 2019 22:35

JC/SP

K5265-09
4_.76a/5mL/100uL/5.0mL/MSVOA_U/MEOH

19 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100319WMA .M
VOC Analysis

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
700000

600000

500000

400000

300000

200000

100000

of=
Time-->

TIC: VU035026.D

.81
2.95 3.243.40
3.00 3.50

4.00

5.31

5.86

6.50

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VU035026.D
907
7.54

10.42

8.31

7.21

7.83

11.84

.

Time-->

O

10.50

7.00

7.50 8.00 8.50 9.00 9.50 10.00

8.!8768&“%\ 9.9B686 20 FBHY B2 10.0@&@5&&%2@2 ]L’IIEBEBJSL
I B e e e L e B — T T

11.00

11.50

12.00

Abundance
700000

600000

500000

400000

300000

200000

100000

TIC: VU035026.D

12.70 13.57

O

LA s B ==
15.50

T
16.00

T
12.50

T T
13.00

™1
13.50

T
14.00

o
14.50

T
15.00

T
16.50

SOMULM100319WMA .M Fri Oct 11 17:04:38 2019




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VU101019\
Data File : VU035026.D

Acq On : 09 Oct 2019 22:35

Operator : JC/SP

Sample - K5265-09

Misc : 4.769/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100319WMA .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\VU101019\
Data File : VU035026.D

Acq On : 09 Oct 2019 22:35

Operator : JC/SP

Sample - K5265-09

Misc : 4.769/5mL/100uL/5_0mL/MSVOA_U/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM100319WMA .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]

SOMULM100319WMA_M Fri Oct 11 17:04:38 2019 Page: 6



