LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085305.D

Acq On : 9 Mar 2016 18:12

Operator : UM/SJ

Sample - PB88789BL

Misc :

ALS Vial : 7 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_F\METHODS\8270-BF030316.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 5.167 250 252 259 rvB 189012 258140 4._95% 0.704%
2 5.556 283 286 289 rBV 3157448 3765079 72.13% 10.272%
3 6.573 372 375 377 rBV 3339935 3559604 68.19% 9.711%
4 6.710 384 387 390 rBV 3273297 3946269 75.60% 10.766%
5 6.939 405 407 410 rBVY 739768 968135 18.55% 2.641%

7.099 419 421 424 rVB 2899587 3020211 57.86% 8.240%
7.510 454 457 459 rBV 2436665 2793084 53.51% 7.620%
8.230 517 520 522 rBV 1543030 1409621 27.00% 3.846%
9.305 611 614 617 rBV 4045441 4701475 90.06% 12.827%
9.990 671 674 676 rBV 1324748 1401264 26.84% 3.823%

=
QO ~NO®

11 10.779 740 743 745 rBV 1665262 1919172 36.76% 5.236%
12 11.476 801 804 806 rBV 1498396 1516973 29.06% 4_.139%
13 13.065 940 943 945 rBV 5005683 5220203 100.00% 14.242%
14 14.105 1032 1034 1037 rBV 1067966 1365468 26.16% 3.725%
15 15.568 1159 1162 1165 rBV 586918 809279 15.50% 2.208%

Sum of corrected areas: 36653977
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085305.D

Acq On : 9 Mar 2016 18:12

Operator : UM/SJ

Sample - PB88789BL

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF030316.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085305.D

Acq On : 9 Mar 2016 18:12

Operator : UM/SJ

Sample - PB88789BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.17 5.33 ng 258140 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Butane 58 C4H10 000106-97-8 9

Abundance Scan 252 (5.167 min): BF085305.D (-250) (-) m/z 43.10 100.00%
43
59
5000
101 S I N
480 5.00 520 5.40 5.60
Ll 51 .|.| 8.3 . 0
G R S R RN AL AN AR KRR RARAN SRR LASN SARS RSN EARRY m/z 59.10 60.75%
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 G R R I
480 5.00 520 5.40 5.60
59 101 m/z 101.10 23.92%
0 2 s o1 | o g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540 5.60
5000 M m/z 58.10 16.96%
68
0 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4000: Morpholine, 4—methy|— L2 L L L L L L
43 480 5.00 520 5.40 5.60
m/z 41.05 9.20%
5000
101
71
0 1? - “ 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085305.D

Acq On : 9 Mar 2016 18:12

Operator : UM/SJ

Sample - PB88789BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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 unknown6.71 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.71 81.52 ng 3946270 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27

2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
Abundance Scan 387 (6.710 min): BF085305.D (-384) (-) m/z 132.10 100.00%
5000 68
40 % 640 6.60 6.80 7.00
54 : - : :
0 .':7?...],]40?.1.1?.. || m/Z 68.10  43.30%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I RARAE SR AL LA
6.40 6.60 6.80 7.00
2 51 m/z 134.10 32.69%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 6.80 7.00
5000 m/z 66.10 27 .17%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.58%
5000 og 116
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?. SRS § Y A S
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030916\
Data File : BF085305.D

Acq On : 9 Mar 2016 18:12

Operator : UM/SJ

Sample - PB88789BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030316.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... 5.17 5.3 ng 258140 1 6.95 968135 20.0
unknown6.71 6.71 81.5 ng 3946270 1 6.95 968135 20.0
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