LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016578.D

Aca On : 21 Apr 2015 9:20

Operator : TP/1Z

Sample : PB82877BL

Misc :

ALS Vial : 29 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:\HPCHEM1\BNA G\METHODS\8270-BG040615.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

2.737 4 8 17 rVB3 27635 49300 1.50% 0.273%
4.764 347 353 361 rBV 179303 238162 7.26% 1.320%
rBvV 1005627 1408022 42.95% 7.804%
6.844 700 707 720 rBV 993083 1513880 46.18% 8.391%
7.190 759 766 778 rBV 1006352 1551991 47.34% 8.602%
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7.649 835 844 853 rBvV 216788 334062 10.19% 1.852%
7.966 890 898 906 rBV 724752 1158516 35.34% 6.421%
8.806 1034 1041 1059 rBvV 545036 881816 26.90% 4 _.888%
10.434 1311 1318 1331 rBV 294697 492960 15.04% 2.732%
12.913 1733 1740 1758 rBV 1443200 2094988 63.90% 11.612%

=
QO ~NO®

11 14.294 1968 1975 1987 rVB2 437209 680667 20.76% 3.773%
12 15.786 2222 2229 2242 rBV 969985 1460663 44 .55% 8.096%
13 17.032 2435 2441 2451 rBV2 636287 892239 27.22% 4.946%
14 19.658 2883 2888 2898 rBV 2608146 3278452 100.00% 18.172%
15 21.209 3147 3152 3164 rBV 822006 1019374 31.09% 5.650%

16 23.430 3523 3530 3543 rBv2 508973 986172 30.08% 5.466%

Sum of corrected areas: 18041264
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI\BNA G\DATA\BG042015\
Data File : BG016578.D

Aca On : 21 Apr 2015 9:20

Operator : TP/I1Z

Sample : PB82877BL

Misc :

ALS Vial :© 29 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG016578.D
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Abundance TIC: BG016578.D
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Abundance TIC: BG016578.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016578.D

Aca On : 21 Apr 2015 9:20

Operator : TP/1Z

Sample : PB82877BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 3

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

4.76 14.26 ng 238162 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 43
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 352 (4.758 min): BG016578.D (-347) (-) m/z 43.10 100.00%
a3
59
5000
101
51 | 13 83 440 460 480 500
1 N M m/z 59.10 67.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA VRS SRR AN B
59 440 460 480 500
m/z 101.10 29.72%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43 59
440 460 480 500
5000 18 m/z 58.10 17.42%
28
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 R En D S
59 440 4.60 4.80 5.00
m/z 41.10 8.87%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042015\
Data File : BG016578.D

Aca On : 21 Apr 2015 9:20

Operator : TP/1Z

Sample : PB82877BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG040615.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 unknown7.19 Concentration Rank 1

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

7.19 92.92 ng 1551990 1,4-Dichlorobenzene-d4 7.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 766 (7.190 min): BG016578.D (-759) (-) m/z 132.00 100.00%
5000
68
96 T 750 750 740 760
40 54 6.80 7.00 7.20 7.40 7.60
o [ | Weus N+ m/z 68.10 35.02%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S R UL L L
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 33.51%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 67 m/z 66.10 21.46%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L R B e e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.15%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A W |
m/z--> 40 60 80 100 120 140 160 180 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\BG042015\
Data File : BG016578.D

Acq On = 21 Apr 2015 9:20

Operator : TP/1Z

Sample - PB82877BL

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 4.76 14.3 ng 238162 1 7.65 334062 20.0
unknown7 .19 7.19 92.9 ng 1551990 1 7.65 334062 20.0
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