LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087086.D

Aca On : 16 May 2016 17:30

Operator : UM/SJ

Sample : PB90651BL

Misc :

ALS Vial : 13 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 1.735 11 13 66 rvB 1664049 4531663 100.00% 13.523%
2 4.741 273 276 290 rBVY 1080841 1662665 36.69% 4.962%
3 5.210 314 317 319 rBVY 2653942 3464722 76.46% 10.339%
4 5.599 349 351 354 rBV 142415 131589 2.90% 0.393%
5 6.273 408 410 413 rBV 2503439 3345892 73.83% 9.984%

6.376 417 419 422 rBV 2771810 3232145 71.32% 9.645%
6.604 437 439 450 rVB 995649 884917 19.53% 2.641%
6.764 450 453 455 rBV 2532919 2705509 59.70% 8.074%
7.176 487 489 492 rBV 1635712 1993999 44.00% 5.950%
7.896 549 552 554 rBV 1149367 1053871 23.26% 3.145%

=
QO ~NO®

11 8.970 644 646 649 rBV 2608539 3111935 68.67% 9.286%
12 9.645 702 705 707 rBV 996810 943170 20.81% 2.815%
13 10.433 771 774 776 rBV 1755941 1660748 36.65% 4_.956%
14 11.119 832 834 837 rBV 925151 793025 17 .50% 2.366%
15 12.708 970 973 975 rBV 2746440 2697640 59.53% 8.050%

16 13.748 1061 1064 1067 rBV 803998 766140 16.91% 2.286%
17 15.108 1181 1183 1186 rBV 470462 531277 11.72% 1.585%

Sum of corrected areas: 33510907
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF051616\

BF0O87086.D

16 May 2016 17:30

UmM/sJ

PB90651BL

13 Sample Multiplier: 1

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

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087086.D

Aca On : 16 May 2016 17:30

Operator : UM/SJ

Sample : PB90651BL

Misc :

ALS Vial : 13 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 37.58 ng 1662670 1,4-Dichlorobenzene-d4 6.60
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 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 7
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 7

Abundance Scan 276 (4.741 min): BF087086.D (-273) (-) m/z 43.10 100.00%
43.1
5000 58.1 J
101.1 A0 AE0 4R E00
4.40 4.60 4.80 5.00
Ot 890 831 | “hm/z 59.10  49.01%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
000 590 W0 4w ko Sho
m/z 101.10 13.12%

31‘0 83.0 93010‘10
O T e T e e T e T T
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0

4.40 4.60 4.80 5.00

5000 m/z 58.05 12.81%
58.0
15.0 27.0 72.0 100.0 k
e S I I SULI LS SIS IS I SIS SULILS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3955: 2,3-Butanedione, monooxime Rl ....,.
43.0 440 460 480 5.00

m/z 41.05 9.39%

5000
101.0
150 310 %80 690 86.0

POV | NSRS - S . S N SENMSNSS) V-

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087086.D

Aca On : 16 May 2016 17:30

Operator : UM/SJ

Sample : PB90651BL

Misc :

ALS Vial : 13 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 3 2-Pentanone, 4-methoxy-4-me... Concentration Rank 5

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

5.60 2.97 ng 131589 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 78
2 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 47
3 2-Heptanone 114 C7H140 000110-43-0 17
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 12
5 N-FormyIlmorpholine 115 C5H9NO2 004394-85-8 9

Abundance Scan 351 (5.599 min): BF087086.D (-349) (-) m/z 43.05 100.00%
43.0
73.1
5000
55.1 1001 1151 5.20 5.40 5.60 5.80 6.00
Obrrr e et el oo b e M/Z 73.10  70.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 [T T T e
5.20 5.40 5.60 5.80 6.00
m/z 41.05 11.66%
115.0
0 15.0 29.0 e 55“0 ‘ 83.0 1000 ‘
miz--> N N A A
Abundance
30.0 43.0 73.0
520 540 560 580 6.00
5000 58.0 m/z 115.10 8.56%
15.0
e R R AN IS R AR RS UL RARRS RRRRN SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7236: 2-Heptanone T Rt L
43.0 5.20 5.40 5.60 5.80 6.00
m/z 42.10 7.58%
58.0
5000
27.0
71.0
oL 50 ol " 850 990 1140
miz--> N R N N A A 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051616\
Data File : BF087086.D

Aca On : 16 May 2016 17:30

Operator : UM/SJ

Sample : PB90651BL

Misc :

ALS Vial : 13 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 4 unknown6.38 Concentration Rank 2

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

6.38 73.05 ng 3232150 1,4-Dichlorobenzene-d4 6.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 419 (6.376 min): BF087086.D (-417) (-) m/z 132.00 100.00%
132.0
68.1
5000
40.0 96.1 ARAESE NSRS
I 54.1 ‘| | 1060 6.00 620 6.40 6.60 6.80
Obrrrrrrrrre bl BB L S0 "m/z 68.10 55.52%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 ARARBERARSE AN SRR
6.00 6.20 6.40 6.60 6.80
310 70.0 m/z 66.05 39.07%
0 e %9‘ , 860 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
69,0 - 500 620 640 660 60
5000 m/z 134.00 31.59%
31.0 51.0
79.0
s R RN RN RN AR RS RAARA RRASS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- R N M
132.0 6.00 6.20 6.40 6.60 6.80
m/z 69.10 23.25%
5000
8.0 104.0
300 510 630 | gpo ‘
O M Y £
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF051616\
Data File : BF087086.D

Acq On : 16 May 2016 17:30

Operator : UM/SJ

Sample : PB90651BL

Misc :

ALS Vial : 13 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... 4.74 37.6 ng 1662670 1 6.60 884917 20.0
2-Pentanone, 4-me... 5.60 3.0 ng 131589 1 6.60 884917 20.0
unknown6 .38 6.38 73.0 ng 3232150 1 6.60 884917 20.0
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