LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016368.D

Acq On : 13 Apr 2015 19:36

Operator : TP/1Z

Sample : PB82615BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG040615.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 height area % max. total
1 2.764 9 13 24 rVB 43415 84172 2.12% 0.365%
2 4.785 352 357 367 rvVB 156422 219244 5.52% 0.950%
3 5.267 432 439 455 rBV 1373027 1980833 49.86% 8.587%
4 6.859 701 710 723 rBV 1348445 2086080 52.51% 9.044%
5 7.212 763 770 784 rBV 1401010 2135156 53.75% 9.256%

7.676 841 849 856 rBV 293950 449228 11.31% 1.947%
7.993 896 903 910 rBV 1041106 1599806 40.27% 6.935%
8.833 1038 1046 1055 rBvV 751546 1231892 31.01% 5.340%
10.461 1316 1323 1332 rBVY 416771 665681 16.76% 2.886%
12.935 1738 1744 1752 rBV 1850065 2734775 68.84% 11.856%

=
QO ~NO®

11 14.315 1973 1979 1988 rBV2 586688 850923 21.42% 3.689%
12 15.808 2226 2233 2249 rBV 1193292 1708272 43.00% 7.406%
13 17.059 2439 2446 2457 rBvV2 753508 1023803 25.77% 4._.438%
14 19.685 2887 2893 2903 rBV 3215928 3972648 100.00% 17.222%
15 21.237 3151 3157 3168 rBV 930573 1181152 29.73% 5.121%

16 23.463 3529 3536 3549 rBV2 619039 1143381 28.78% 4_957%

Sum of corrected areas: 23067046
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016368.D

Acq On : 13 Apr 2015 19:36

Operator : TP/1Z

Sample : PB82615BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016368.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016368.D

Acq On : 13 Apr 2015 19:36

Operator : TP/1Z

Sample : PB82615BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.79 9.76 ng 219244 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 358 (4.791 min): BG016368.D (-352) (-) m/z 43.10 100.00%
a3
59
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101
51 | 83 ‘ 440 460 4.80 5.00 5.20
N M, m/z 59.10 70.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SURRE SRS RN R
440 460 4.80 5.00 5.20
59 101 m/z 101.10 30.28%
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43
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5000 m/z 58.05 19.00%
101
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m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethy! ester T PR TR
59 440 460 4.80 5.00 5.20
m/z 41.10 9.25%
5000 41
68
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016368.D

Acq On : 13 Apr 2015 19:36

Operator : TP/1Z

Sample : PB82615BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3 unknown7.21 Concentration Rank 1

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

7.21 95.06 ng 2135160 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 35
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 770 (7.212 min): BG016368.D (-763) (-) m/z 132.00 100.00%
5000 68
40 54 J 6.80 7.00 7.20 7.40 7.60
S T -|-| s .8.7.! Msus W+ m/z 68.10 38.03%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U A R IR
6.80 7.00 7.0 7.40 7.60
21 51 78 m/z 134.00 33.51%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 23.27%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl A e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .23%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . S VNN i G
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.0 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041315\
Data File : BG016368.D

Acq On : 13 Apr 2015 19:36

Operator : TP/1Z

Sample : PB82615BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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... 4.79 9.8 ng 219244 1 7.68 449228 20.0
unknown7 .21 7.21 95.1 ng 2135160 1 7.68 449228 20.0
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