LSC Area Percent Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041619\
Data File : VX008992.D

Aca On : 16 Apr 2019 17:01

Operator : JC/SP

Sample = K2358-02

Misc : 5.43a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 19 Sample Multiplier: 1

Intearation Parameters: RTEINT.P
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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 X\METHOD\82X041519W.M

Title - SW846 8260

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total

1.635 63 79 80 rBv8 19141 54421 4.69% 0.840%
1.709 81 91 92 rBv2 12444 32672 2.81% 0.504%
rBv3 116154 331480 28.56% 5.116%
5.653 727 738 754 rVB2 226391 637199 54.89% 9.834%
6.061 794 805 820 rBV 151118 398772 34.35% 6.154%
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6 6.854 925 935 949 rBvV 354970 836593 72.07% 12.911%
7 8.713 1232 1240 1250 rBV 743659 1160768 100.00% 17.914%
8 10.110 1464 1469 1477 rBV 680651 943673 81.30% 14.564%
9 11.140 1632 1638 1646 rVB 580864 743314 64.04% 11.472%
10 12.079 1787 1792 1808 rVB 748925 916201 78.93% 14.140%
11 14.670 2214 2217 2224 rVB9 10985 21028 1.81% 0.325%
12 14.810 2237 2240 2244 rVB 27961 30470 2.62% 0.470%
13 15.273 2313 2316 2320 rVB 31257 38671 3.33% 0.597%
14 15.340 2324 2327 2331 rBV3 8466 11850 1.02% 0.183%
15 15.560 2358 2363 2369 rVB 68226 105641 9.10% 1.630%
16 15.962 2424 2429 2434 rBV5 9141 23626 2.04% 0.365%
17 16.108 2450 2453 2458 rVB3 14022 20122 1.73% 0.311%
18 16.163 2458 2462 2466 rBV7 11910 24486 2.11% 0.378%

19 16.462 2505 2511 2516 rVB 88841 148637 12.81% 2.294%

Sum of corrected areas: 6479624
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LSC Report - Integrated Chromatogram

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041619\
Data File : VX008992.D

Aca On : 16 Apr 2019 17:01

Operator : JC/SP

Sample . K2358-02

Misc : 5.43a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W .M

SW846 8260

TIC Library :
TIC Integration Parameters:

C:\DATABASE\NIST11.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041619\
Data File : VX008992.D

Aca On : 16 Apr 2019 17:01

Operator : JC/SP

Sample = K2358-02

Misc : 5.43a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Pentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.56 5.77 ug/l 105641 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Undecane 156 C11H24 001120-21-4 94
3 Tetradecane 198 C14H30 000629-59-4 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 2363 (15.560 min): VX008992.D (-2358) (-) m/z 57.10 100.00%

517.1

5000

:

15.20 15.40 15.60 15.80
m/z 43.10 78.16%

113.2

. 156.1 182.1 2121 281.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71393: Pentadecane
57.0

:

5000

15.20 15.40 15.60 15.80
m/z 71.10 59.31%

29.0

212.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #28421: Undecane
57.0
R e AR RS REES
15.20 15.40 15.60 15.80
5000 m/z 41.10 39.23%
85.0
29.0
W “ L | ‘ 113.0 156.0
i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #59880: Tetradecane L B o
57.0 15.20 15.40 15.60 15.80
m/z 85.10 38.13%
5000 85.0
29.0
. L] juso 1410 1690 1980
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15. 40 15. 60 15. 80
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Library Search Compound Report

Data Path : Z:\VOASRV\HPCHEM1\MSVOA X\DATA\VX041619\
Data File : VX008992.D

Aca On : 16 Apr 2019 17:01

Operator : JC/SP

Sample = K2358-02

Misc : 5.43a/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_M
SW846 8260

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Hexadecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
16.46 8.11 ug/l 148637 1,4-Dichlorobenzene-d4 12.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 98
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2511 (16.462 min): VX008992.D (-2505) (-) m/z 57.10 100.00%

57.1

5000

:

16.20 16.40 16.60
m/z 43.10  73.46%

. 113.1 140.1 169.1 201.1 226.3

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83027: Hexadecane
57.0

-

5000

16.20 1640 16.60
m/z 71.10 63.84%

29.0

113.0 141.0 169.0 197.0 226.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94344: Heptadecane
57.0
T T
16.20 16.40 16.60
5000 85.0 m/z 85.05 40.77%
29.0
i L || 80 1410 1690 1970 2400
R R o R e e RN EER RS LEaE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane I
57.0 16.20 16.40 16.60
m/z 41.10 35.79%
- T \A/\M/\m
29.0
o ‘ I (H30 1410 1690 1970 2250 268.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.20 16. 40 16. 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\VOASRV\HPCHEM1\MSVOA_X\DATA\VX041619\
Data File : VX008992.D

Acq On : 16 Apr 2019 17:01

Operator : JC/SP

Sample - K2358-02

Misc : 5.439/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vial : 19 Sample Multiplier: 1

Z:\VOASRV\HPCHEM1\MSVOA_X\METHOD\82X041519W_M
SW846 8260

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]
Pentadecane 15.56 5.8 ug/Il 105641 4 12.08 916201 50.0
Hexadecane 16.46 8.1 ug/Il 148637 4 12.08 916201 50.0
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