LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083013.D

Acq On : 18 Nov 2015 16:35

Operator : UM/1Z

Sample : PB86689BL

Misc :

ALS Vial : 9 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-BF110715.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 4.899 242 246 255 rBV 1611080 2363158 44.26% 5.391%
2 5.344 282 285 287 rBV 3723041 4524484 84.75% 10.323%
3 6.384 373 376 378 rBV 4122870 4680134 87.66% 10.678%
4 6.499 383 386 389 rBV 4141397 3910084 73.24% 8.921%
5 6.727 404 406 408 rBvV 1211805 981490 18.38% 2.239%

6.887 417 420 422 rBV 3633900 3411954 63.91% 7.784%
7.299 452 456 458 rBV 2116780 2996874 56.13% 6.837%
8.019 516 519 521 rBV 1088206 1255750 23.52% 2.865%
9.093 610 613 616 rBVY 4211856 4713103 88.28% 10.753%
9.768 669 672 674 rBVY 1653673 1541237 28.87% 3.516%

=
QO ~NO®

11 10.556 738 741 743 rBV 3234064 3446524 64.56% 7.863%
12 11.242 799 801 804 rVvB 1702704 1508923 28.26% 3.443%
13 12.831 937 940 943 rBV 4118616 5338835 100.00% 12.180%
14 13.871 1029 1031 1034 rBV 1793339 1589813 29.78% 3.627%
15 15.265 1150 1153 1156 rBV 1296480 1568904 29.39% 3.579%

Sum of corrected areas: 43831267
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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:\HPCHEMIN\BNA_F\DATA\BF111815\

BF083013.D

18 Nov 2015 16:35

umsiz

PB86689BL

9 Sample Multiplier: 1

Z:\HPCHEMI\BNA_F\METHODS\8270-BF110715.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_F\DATA\BF111815\
Data File : BF083013.D

Acq On : 18 Nov 2015 16:35

Operator : UM/I1Z

Sample - PB86689BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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.

4.90 48.15 ng 2363160 1,4-Dichlorobenzene-d4 6.73
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, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 246 (4.899 min): BF083013.D (-242) (-) m/z 43.05 100.00%
43
59
5000
100 460 480 500 520
83 : : : :
...,....,....,....','::..?.1.:!,...‘??....,.~...,...:,|....,....,....,....,...., m/z 59.10 61.01%
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 B RREE LARLE S R
4.60 4.80 5.00 5.20
59 101 m/z 101.10 18.76%
s | s | s 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520
5000 m/z 58.10 15.50%
29 101
15 73 83
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 e e e R
509 4.60 4.80 5.00 5.20
m/z 41.10 9.13%
5000 41
68
"'|“"|'“'l"”HlL'ﬁq'dli“"l'“'l"“l"'w""v"'lE%§|'“'%4?'w IR LR LS R
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\BF111815\
Data File : BF083013.D

Acq On : 18 Nov 2015 16:35

Operator : UM/I1Z

Sample - PB86689BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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 unknown6.50 Concentration Rank 1

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

6.50 79.68 ng 3910080 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 386 (6.499 min): BF083013.D (-383) (-) m/z 132.10 100.00%
68
5000
O 7 5 ey || 70 ¥ 104 620 640 6.60 680
et AL O 8T L g S W) Tm/z 68.10  53.76%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 U AN L SR
6.20 6.40 6.60 6.80
21 51 78 m/z 66.10 33.42%
S|
I | | 1
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 660 680
5000 m/z 134.10 33.17%
33 44 g7 105
51 60 7078 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2743: 2-Cyclohexen-1-one e s e
68 6.20 6.40 6.60 6.80
m/z 69.10 21.86%
5000
96
40
'|"?T|""ww'4?l'??'l""\""?%"g?""l""l""l""l""l"' DR LR S LR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF111815\
Data File : BF083013.D

Acq On : 18 Nov 2015 16:35

Operator : UM/1Z

Sample : PB86689BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 4.90 48.1 ng 2363160 1 6.73 981490 20.0
unknown6 .50 6.50 79.7 ng 3910080 1 6.73 981490 20.0
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