LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082480.D

Acq On : 23 Oct 2015 22:19

Operator : UM/1Z

Sample : PB86271BL

Misc :

ALS Vial : 12 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-BF101015.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

4.926 240 244 255 rBV 755208 1279016 40.46% 5.791%
5.360 280 282 284 rBV 1612755 1929241 61.03% 8.736%
rvB 36218 32930 1.04% 0.149%
6.400 371 373 381 rBV 1764859 1829149 57.87% 8.282%
6.526 381 384 386 rBV 1685432 2058136 65.11% 9.319%
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6.755 401 404 406 rBvV 449351 535170 16.93% 2.423%
6.903 415 417 420 rBV 1673154 1581205 50.02% 7.160%
7.326 451 454 456 rBV 1169238 1264514 40.00% 5.726%
8.035 514 516 519 rBV 554896 707750 22.39% 3.205%
9.120 608 611 614 rBVY 2470766 2583350 81.73% 11.697%
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11 9.795 667 670 673 rBvV 924680 915019 28.95% 4.143%
12 10.595 737 740 742 rBV 1100672 1485697 47.00% 6.727%
13 11.281 798 800 803 rBvV 946721 961671 30.42% 4 _.354%
14 12.881 937 940 942 rBV 3027164 3160957 100.00% 14.313%
15 13.967 1032 1035 1037 rBV 692795 968054 30.63% 4 _.383%

16 15.464 1163 1166 1179 rBV 604896 792947 25.09% 3.590%

Sum of corrected areas: 22084806
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF102315\

BF082480.D

23 Oct 2015 22:19

umsiz

PB86271BL

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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\BF102315\
Data File : BF082480.D

Acq On : 23 Oct 2015 22:19

Operator : UM/I1Z

Sample : PB86271BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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.

4.93 47.80 ng 1279020 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
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 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 244 (4.926 min): BF082480.D (-240) (-) m/z 43.10 100.00%
a3
59
5000
101 s m—
460 480 500 5.20
83
..,....,....,....','.-...?.1.'!],...‘??....,.~...,...:,....,....,....,....,...., m/z 59.10 65.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl- /\\
43
5000 UL UL UL UL
59 460 480 500 520
m/z 101.10 22 .83%
”I"”I"”?%'”I"”I"”I"”I"”I§?”I??"ﬁ%"P"'P"'P"W"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
4.60 480 500 520
5000 41 m/z 58.10 17.32%
31
69 87
15 51 98
mmwmmwwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
50 4.60 4.80 5.00 5.20
m/z 41.10 8.96%
5000 41
68
"I”"I”"I”'jhk"P'llP"'P"'P'"P"'P"'P"'P%?§P"&4?”I IBESAESEEAE SRRE RARRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082480.D

Acq On : 23 Oct 2015 22:19

Operator : UM/I1Z

Sample : PB86271BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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 unknown6.53 Concentration Rank 1

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

6.53 76.92 ng 2058140 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 384 (6.526 min): BF082480.D (-381) (-) m/z 132.10 100.00%
132
5000
68
% '6.20 640 6.60 680
40 54 . . . .
AR 2 R | N—— m/z 134.00  33.55Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR AR SRR
6.20 6.40 6.60 6.80
21 51 78 m/z 68.10 32.24%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
U RARAIRRRSE AR RS
6.20 6.40 6.60 6.80
5000 67 m/z 66.10 21.31%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl T AT
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 13.08%
5000 og 0
N ...,....,.?% .,m97.hq. A 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF102315\
Data File : BF082480.D

Acq On : 23 Oct 2015 22:19

Operator : UM/1Z

Sample : PB86271BL

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF101015.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... 4.93 47.8 ng 1279020 1 6.75 535170 20.0
unknown6 .53 6.53 76.9 ng 2058140 1 6.75 535170 20.0
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