LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086856.D

Aca On : 10 May 2016 13:28

Operator : UM/SJ

Sample - PB90408BL

Misc :

ALS Vial : 6 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:\HPCHEM1I\BNA F\METHODS\8270-BF050916.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC

peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.853 240 242 250 rBV 356532 604166 11.93% 1.450%
2 5.287 278 280 298 rBVY 4212753 4593443 90.68% 11.026%
3 5.687 314 315 325 rVB 46315 76792 1.52% 0.184%
4 6.339 369 372 375 rBVY 3249669 4422952 87.32% 10.617%
5 6.453 380 382 385 rBVY 3785473 4188750 82.69% 10.055%

6.681 400 402 413 rVB 1145541 1067502 21.07% 2.563%
6.842 413 416 418 rBV 3341677 3590105 70.87% 8.618%
2728440 2836401 55.99% 6.809%
7.973 512 515 517 rBV 1052710 1285652 25.38% 3.086%
9.047 606 609 612 rBV 4493254 4732994 93.44% 11.361%
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11 9.722 665 668 670 rBVY 1370188 1503293 29.68% 3.609%
12 10.510 734 737 739 rBV 3456113 3570968 70.50% 8.572%
13 11.196 795 797 799 rBV 1801941 1559489 30.79% 3.744%
14 12.785 933 936 938 rBV 5027089 5065459 100.00% 12.160%
15 13.825 1024 1027 1029 rBV 1477137 1403815 27.71% 3.370%

16 15.197 1144 1147 1150 rBV 987047 1156649 22.83% 2.777%

Sum of corrected areas: 41658430
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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:\HPCHEM1I\BNA F\DATA\BF051016\

BF086856.D

10 May 2016 13:28

UM/SsJ

PB90408BL

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086856.D

Aca On : 10 May 2016 13:28

Operator : UM/SJ

Sample = PB90408BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

4.85 11.32 ng 604166 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Aminovaleric acid 117 C5H11NO2 000660-88-8 9

Abundance Scan 242 (4.853 min): BF086856.D (-240) (-) m/z 43.05 100.00%
43.0
5000 59.1 \\
| PR UE ko aho 500 5k
Ol rrr il el e b || M/Z 59.10  47.07%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 S
5000 T
59.0 460 4.80 5.00 5.20
m/z 58.05 13.06%

15.0 101.0
31.0
0 ‘ 1| Iy 83.0 \‘
A i o o LI B o o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_l_

4.60 4.80 5.00 5.20

5000 m/z 101.10 12.02%
58.0
150 570 72.0 100.0
o) SRR B, 5 N S A S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3942: Diacetamide e T L B
43.0 4.60 4.80 5.00 5.20
m/z 41.05 8.91%
5000 59.0
73.0
101.0
0 28.0 il | 86.0 |
L I B R Raa
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051016\
Data File : BF086856.D

Aca On : 10 May 2016 13:28

Operator : UM/SJ

Sample = PB90408BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050916_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2 unknown6.45 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.45 78.48 ng 4188750 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H3N2 034760-58-2 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22

Abundance Scan 382 (6.453 min): BF086856.D (-380) (-) m/z 132.10 100.00%
13p.1
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40.1 ‘ 96.1 BN LR L R
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o.,....,....'!'!...i!!..,:!-.'.|,..V.Ef',l....,..J.,%??.l,.l.l.??....,'...,.. m/z 68.10 53.60%
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Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
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Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- I EEREEmsEe e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 22 .59%
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8.0 104.0
300 510 630 | gpo ‘
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051016\
Data File : BF086856.D

Acq On : 10 May 2016 13:28

Operator : UM/SJ

Sample - PB90408BL

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050916 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.85 11.3 ng 604166 1 6.68 1067500 20.0
unknown6 .45 6.45 78.5 ng 4188750 1 6.68 1067500 20.0
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