LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029072.D

Aca On : 07 Jan 2019 21:29

Operator : MD/SY

Sample : K1051-02

Misc : 6.12a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 29 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\SOMULM122018WMA .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 1.318 42 45 55 rvB2 3751 4134 0.64% 0.080%
2 1.392 61 68 86 rvB 80861 95599 14.74% 1.845%
3 1.640 139 145 156 rBvV 61031 77516 11.95% 1.496%
4 2.035 266 268 269 rBV 602 250 0.04% 0.005%
5 2.074 277 280 285 rBV3 580 465 0.07% 0.009%

2.222 315 326 341 rBV 136415 208357 32.13% 4.021%

6

7 2.344 362 364 365 rBV 280 151 0.02% 0.003%
8 2.447 394 396 403 rvB2 223 187 0.03% 0.004%
9 2.550 419 428 429 rBV2 740 765 0.12% 0.015%
10 2.678 460 468 477 rVB4 2033 3694 0.57% 0.071%
11 2.816 505 511 512 rBV 1132 964 0.15% 0.019%
12 2.890 531 534 539 rBvV2 241 234 0.04% 0.005%
13 3.016 570 573 577 rBV 199 138 0.02% 0.003%
14 3.074 587 591 593 rBvV 337 280 0.04% 0.005%
15 3.164 616 619 625 rBv2 175 212 0.03% 0.004%
16 3.189 625 627 631 rvv 275 213 0.03% 0.004%
17 3.411 693 696 699 rBvV 251 181 0.03% 0.003%
18 3.897 842 847 851 rvB2 180 139 0.02% 0.003%
19 3.923 852 855 861 rvv2 206 242 0.04% 0.005%
20 3.974 868 871 873 rBvV 213 138 0.02% 0.003%
21 4.109 906 913 916 rBV2 213 264 0.04% 0.005%
22 4.196 928 940 981 rBV 47515 157117 24.23% 3.032%
23 4.479 1024 1028 1032 rVB2 278 244 0.04% 0.005%
24 4.640 1062 1078 1104 rBV 98555 240358 37.06% 4.638%
25 4.797 1124 1127 1130 rBVZ2 197 152 0.02% 0.003%
26 4.881 1147 1153 1160 rBV3 455 735 0.11% 0.014%
27 5.035 1197 1201 1204 rBV 209 186 0.03% 0.004%
28 5.138 1230 1233 1237 rVB 199 196 0.03% 0.004%
29 5.170 1238 1243 1245 rBV 181 176 0.03% 0.003%
30 5.183 1245 1247 1252 rBV 227 147 0.02% 0.003%
31 5.324 1269 1291 1322 rBV2 233749 648572 100.00% 12.516%
32 5.540 1355 1358 1361 rBV2 175 149 0.02% 0.003%
33 5.623 1375 1384 1391 rBV3 710 1188 0.18% 0.023%
34 5.758 1420 1426 1428 rBV2 181 211 0.03% 0.004%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029072.D

Aca On : 07 Jan 2019 21:29

Operator : MD/SY

Sample : K1051-02

Misc : 6.12a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 29 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\SOMULM122018WMA .M
Title : VOC Analysis

35 5.829 1445 1448 1450 rBV 186 149 0.02% 0.003%
36 5.881 1450 1464 1494 rVV 211737 437236 67.42% 8.438%
37 6.086 1525 1528 1531 rBV 244 177 0.03% 0.003%
38 6.183 1547 1558 1570 rVB3 6016 11353 1.75% 0.219%
39 6.247 1571 1578 1580 rBV3 973 953 0.15% 0.018%
40 6.324 1588 1602 1627 rVB 143840 296569 45.73% 5.723%
41 6.414 1627 1630 1637 rVB3 416 491 0.08% 0.009%
42 6.450 1638 1641 1644 rBV2 324 309 0.05% 0.006%
43 6.482 1649 1651 1661 rVB 220 177 0.03% 0.003%
44 6.665 1704 1708 1711 rBV2 187 165 0.03% 0.003%
45 6.897 1773 1780 1785 rBV6 763 893 0.14% 0.017%
46 7.029 1817 1821 1825 rBV 200 173 0.03% 0.003%
47 7.225 1870 1882 1907 rBV 77311 146591 22.60% 2.829%
48 7.331 1913 1915 1918 rVB 334 165 0.03% 0.003%
49 7.389 1931 1933 1939 rVvv 153 158 0.02% 0.003%
50 7.411 1939 1940 1945 rVB 178 149 0.02% 0.003%
51 7.562 1973 1987 2005 rBVY 275646 499120 76.96% 9.632%
52 7.758 2041 2048 2052 rBV3 243 387 0.06% 0.007%
53 7.800 2056 2061 2064 rBV3 614 738 0.11% 0.014%
54 7.848 2066 2076 2101 rvv 51261 98570 15.20% 1.902%
55 7.938 2102 2104 2108 rVvB2 260 174 0.03% 0.003%
56 8.231 2191 2195 2199 rBV2 172 142 0.02% 0.003%
57 8.324 2212 2224 2250 rBvV 183015 360675 55.61% 6.960%
58 8.472 2267 2270 2274 rBV 378 339 0.05% 0.007%
59 8.498 2275 2278 2282 rVv2 279 220 0.03% 0.004%
60 8.617 2311 2315 2318 rVB 291 220 0.03% 0.004%
61 8.845 2383 2386 2390 rBV2 153 179 0.03% 0.003%
62 9.090 2449 2462 2483 rBV 306709 550873 84.94% 10.631%
63 9.215 2499 2501 2506 rVB 290 148 0.02% 0.003%
64 9.733 2658 2662 2663 rBV 212 171 0.03% 0.003%
65 10.234 2815 2818 2826 rVB2 186 209 0.03% 0.004%
66 10.279 2828 2832 2838 rVB2 289 315 0.05% 0.006%
67 10.437 2869 2881 2896 rBV 230139 374040 57.67% 7.218%
68 10.562 2916 2920 2922 rBvY 154 141 0.02% 0.003%
69 10.675 2952 2955 2960 rVB 294 241 0.04% 0.005%
70 10.887 3016 3021 3024 rBV2 242 198 0.03% 0.004%

71 11.485 3195 3207 3224 rBV 313171 490986 75.70% 9.475%
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LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA U\DATA\VUO010719\
Data File : VU029072.D

Aca On : 07 Jan 2019 21:29

Operator : MD/SY

Sample : K1051-02

Misc : 6.12a/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 29 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\SOMULM122018WMA .M
Title : VOC Analysis
72 11.713 3275 3278 3280 rBvY 375 288 0.04% 0.006%
73 11.861 3311 3324 3348 rBV 274114 456737 70.42% 8.814%
74 12.160 3414 3417 3420 rBvY 209 164 0.03% 0.003%
75 12.408 3491 3494 3497 rVB2 336 183 0.03% 0.004%
76 12.427 3497 3500 3505 rBV2 371 286 0.04% 0.006%
77 12.453 3505 3508 3510 rBV2 297 237 0.04% 0.005%
78 12.482 3514 3517 3522 rVB 626 525 0.08% 0.010%
79 12.546 3533 3537 3542 rBV2 279 401 0.06% 0.008%
80 12.594 3550 3552 3555 rBvY 238 170 0.03% 0.003%
81 12.668 3569 3575 3579 rBV2 375 428 0.07% 0.008%
82 12.723 3589 3592 3596 rVB2 291 189 0.03% 0.004%
83 12.861 3632 3635 3640 rVB 360 280 0.04% 0.005%
84 12.932 3654 3657 3660 rBV2 267 153 0.02% 0.003%
85 13.067 3693 3699 3704 rBV3 313 488 0.08% 0.009%
86 13.118 3708 3715 3717 rBV2 284 354 0.05% 0.007%
87 13.134 3717 3720 3724 rVB 353 336 0.05% 0.006%
88 13.212 3742 3744 3748 rVB3 368 212 0.03% 0.004%
89 13.234 3748 3751 3753 rBV2 193 155 0.02% 0.003%
90 13.282 3762 3766 3770 rBV3 264 317 0.05% 0.006%
91 13.305 3770 3773 3777 rVV2 233 193 0.03% 0.004%
92 13.404 3800 3804 3808 rBV3 279 246 0.04% 0.005%
93 13.671 3884 3887 3890 rBV2 253 161 0.02% 0.003%
94 13.816 3926 3932 3936 rBV3 295 389 0.06% 0.008%
95 14.028 3994 3998 4004 rBV3 304 418 0.06% 0.008%
96 14.311 4084 4086 4088 rBvY 251 157 0.02% 0.003%
97 14.523 4149 4152 4156 rBV2 280 206 0.03% 0.004%
98 14.617 4178 4181 4187 rBV3 327 385 0.06% 0.007%
99 15.379 4416 4418 4422 rBvY 522 251 0.04% 0.005%
100 15.684 4511 4513 4515 rBV2 364 154 0.02% 0.003%

Sum of corrected areas: 5181811
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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\VU010719\
VU029072.D

07 Jan 2019 21:29

MD/SY

K1051-02
6.12a/10mL/100uL/5.0mL/MSVOA_U/MEOH

29 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
300000

250000

200000

150000

100000

50000

139 164

TIC: VU029072.D

5.32
5.88

2.22 6.32

4.64

4.20

Time-->

05—

L e s |_ssesshl_odthmns

22047) \ 2.32.4552.62.8238 B2B1H 3.41
7 —T— T
4.50 5.00 5.50 6.00 6.50

T e T
2.00 2.50 3.00

Abundance
300000

250000

200000

150000

100000

50000

6.907.03

TIC: VU029072.D

09 11448

7.56 11.86
10.44

8.32

7.22
7.85

s e

L.Zl Lll.?l \ 12

7830 9.73 10238, LO.SB. 6710.89

ok
Time-->

T T T I R e e e B
10.00 11.50 12.00

L@éﬁﬁz 8.85
e

T T torT T I N
7.00 7.50 8.00 8.50 9.00 9.50 10.50 11.00

Abundance
300000

250000

200000

150000

100000

50000

Time-->

TPAR 3K 7121 36

TIC: VU029072.D

15.38 15.68
15.50

RBMEREFR 40 13.613.8214.03  14.3114BR62
13.50 14.00 14.50

12.50 13.00 15.00 16.00 16.50 17.00 17.50

SOMULM122018WMA .M Tue Jan 08 10:04:37 2019

Page: 4




Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_U\DATA\VUO010719\
Data File : VU029072.D

Acq On : 07 Jan 2019 21:29

Operator : MD/SY

Sample : K1051-02

Misc : 6.12g/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 29 Sample Multiplier: 1

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .M
VOC Analysis

Quant Method
Quant Title

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\VUO010719\
Data File : VU029072.D

Acq On : 07 Jan 2019 21:29

Operator : MD/SY

Sample : K1051-02

Misc : 6.12g/10mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z :\VOASRV\HPCHEM1\MSVOA_U\METHOD\SOMULM122018WMA .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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