LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015917.D

Acq On : 26 Jan 2015 18:36

Operator : TP/1Z

Sample : PB81502BL

Misc S

ALS Vial : 3 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-BG012015.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

4.814 357 362 368 rBvV 226092 319633 2.86% 0.709%
5.284 436 442 452 rBV 1998604 2920090 26.17% 6.477%
rBV 2146584 3241366 29.05% 7.190%
7.223 765 772 779 rBV 1964092 3068220 27.49% 6.806%
7.688 843 851 859 rBvV 427426 692538 6.21% 1.536%
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8.005 894 905 912 rBV 1398255 2306546 20.67% 5.116%
8.845 1041 1048 1056 rBV 1236332 2083317 18.67% 4.621%
10.472 1316 1325 1331 rBV 537438 877592 7.86% 1.947%
12.946 1740 1746 1754 rBV 3316731 4833347 43.31% 10.721%
14.333 1975 1982 1989 rVB2 884201 1374525 12.32% 3.049%

=
QO ~NO®

11 15.825 2229 2236 2246 rBV 3336010 4809434 43.10% 10.668%
12 17.077 2443 2449 2457 rBV 1509644 2139679 19.17% 4.746%
13 19.709 2891 2897 2905 rBV 8428635 11159613 100.00% 24.754%
14 21.266 3156 3162 3170 rBV 2308108 2901659 26.00% 6.436%
15 23.516 3539 3545 3561 rVB 1100863 2355244 21.11% 5.224%

Sum of corrected areas: 45082803
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1\BNA_ G\DATA\BG012615\
BG015917.D

26 Jan 2015 18:36

TP/1Z

PB81502BL

S
3 Sample Multiplier: 1

Z :\HPCHEM1\BNA_ G\METHODS\8270-BG012015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015917.D

Acq On : 26 Jan 2015 18:36

Operator : TP/1Z

Sample : PB81502BL

Misc S

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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.

4.81 9.23 ng 319633 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 39
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Propanedioic acid, oxo-, dimethy... 146 C5H605 003298-40-6 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 361 (4.809 min): BG015917.D (-357) (-) m/z 43.00 100.00%
a3
5000 101
400 450 450 500 520
ol k73 138 175 223253 305 355 414 457487 S0 /o759 00 76.01Y%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rerryrrTrr T e T T T T T T

440 4.60 4.80 500 5.20
m/z 101.00  35.72%

101
Olrr 11 e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
T e e
440 4.60 4.80 5.00 5.20
5000 s 101 m/z 58.00 20.12%
131
0 159
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 4.40 4.60 4.80 5.00 5.20
m/z 41.10 10.04%
5000 101
70
15 ‘
oy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 440 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015917.D

Acq On : 26 Jan 2015 18:36

Operator : TP/1Z

Sample : PB81502BL

Misc S

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 unknown7.22 Concentration Rank 1

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

7.22 88.61 ng 3068220 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 14
3 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 10

Abundance Scan 771 (7.217 min): BG015917.D (-765) (-) m/z 132.00 100.00%
132
68
5000
96 e
40
6.80 7.00 7.20 7.40 7.60
0 k| 162195 230 269295 348 400 440 497525 | /7 G8.00  76.86%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
6.80 7.00 7.20 7.40 7.60
31 m/z 66.00 56.12%
O'MHLuLwL"w"'w"""'w"'w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 69.00 35.51%
33 105
70
e L L U U WL L B B B S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132 6.80 7.00 7.20 7.40 7.60
m/z 133.90 31.99%
5000
69
3 W] 103
O'JW”lJHL" L DAL B WL S WL S S I N R I
m/z--> 50 100 150 200 250 300 350 400 450 500 6.80 7.00 7.20 7.40 7.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015917.D

Acq On : 26 Jan 2015 18:36

Operator : TP/1Z

Sample : PB81502BL

Misc S

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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... 4.81 9.2 ng 319633 1 7.69 692538 20.0
unknown7 .22 7.22 88.6 ng 3068220 1 7.69 692538 20.0
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