LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016593.D

Aca On : 21 Apr 2015 20:58

Operator : TP/1Z

Sample = PB82905BL

Misc :

ALS Vial : 11 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 G\METHODS\8270-BG042115.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

2.716 3 5 13 rvB 24036 31836 1.05% 0.233%
4.743 344 350 365 rBV 113926 157535 5.17% 1.151%
444 rBV 734387 1018485 33.45% 7.439%
6.823 698 704 721 rBV 705653 1069378 35.12% 7.811%
7.170 756 763 775 rBV 718885 1106366 36.34% 8.081%
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7.634 835 842 850 rvB 166884 245582 8.07% 1.794%
7.951 890 896 905 rVvB 544647 847174 27.82% 6.188%
8.792 1032 1039 1048 rBvV 377430 618213 20.30% 4_.515%
10.419 1308 1316 1328 rBV 198617 349770 11.49% 2 .555%
12.899 1731 1738 1754 rBV 1028727 1488009 48.87% 10.868%

=
QO ~NO®

11 14.279 1967 1973 1987 rVB2 293891 460879 15.14% 3.366%
12 15.772 2221 2227 2247 rBV 609944 879571 28.89%% 6.424%
13 17.023 2434 2440 2451 rBV 471056 635310 20.86% 4.640%
14 19.655 2882 2888 2901 rBV 2475572 3044894 100.00% 22.240%
15 21.206 3147 3152 3160 rBV 676954 876248 28.78% 6.400%

16 23.427 3522 3530 3543 rBV2 443135 861917 28.31% 6.295%

Sum of corrected areas: 13691167
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG042115\

BG016593.D

21 Apr 2015 20:58

TP/1Z

PB82905BL

11 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG042115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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1500000

1000000

500000

.72

TIC: BG016593.D

6.82 7.17

8.79

7.63 10.42
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Abundance

2000000

1500000

1000000

500000

TIC: BG016593.D
19,66

12.90

15.77
17.02

14.28

0

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

TIC: BG016593.D

21.21
23.43

0
Time-->

21.00 2150 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016593.D

Aca On : 21 Apr 2015 20:58

Operator : TP/1Z

Sample = PB82905BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.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.

4.74 12.83 ng 157535 1,4-Dichlorobenzene-d4 7.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 12
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 349 (4.737 min): BG016593.D (-344) (-) m/z 43.05 100.00%
a3
59
5000
101 SSRGS —.
4.40 4.60 4.80 5.00
o.”“”.“”w.nqm.fﬁJP.““”.fiw.“h””,””“”.“”w.“w m/z 59.10 62.60%
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 U L S UL
4.40 4.60 4.80 5.00
59 m/z 101.10 26.04%
7 “ g3 o 101
0"'v"w'”wﬂ§§ﬁw‘“?}“'|“§?v"w“'“?}“*”“"v"w"“l'“'l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
4.40 460 480 500
0
5000 101 m/z 58.10 19.49%
28 59
70 84
0 15 51
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 e e S AR
59 4.40 4.60 4.80 5.00

m/z 41.10 8.25%

5000 41

68
1 50, 126 142

R R AR ARARRIEART A

-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG042115\
Data File : BG016593.D

Aca On : 21 Apr 2015 20:58

Operator : TP/1Z

Sample = PB82905BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG042115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.17 Concentration Rank 1

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

7.17 90.10 ng 1106370 1,4-Dichlorobenzene-d4 7.63
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 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 763 (7.170 min): BG016593.D (-756) (-) m/z 132.00 100.00%
5000
68
96 T 700 750 740 7 A
40 54 6.80 7.00 7.20 7.40 7.60
o [ | Weus | m/z 68.10 34.25%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 S R U R
6.80 7.00 7.20 7.40 7.60
2 51 78 m/z 134.00 32.32%
0 ‘ b1 H 1 . !
L L N L UL L SIS SRR SR
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 21.38%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB LA S e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 13.29%
5000 og M°
o L 8 o7 ‘-“. 18189
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\BG042115\
Data File : BG016593.D

Acq On : 21 Apr 2015 20:58

Operator : TP/1Z

Sample - PB82905BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG042115_.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 12.8 ng 157535 1 7.63 245582 20.0
unknown7 .17 7.17 90.1 ng 1106370 1 7.63 245582 20.0
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