LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087910.D

Aca On : 11 Jun 2016 19:05

Operator : UM/SJ

Sample - H3387-03

Misc :

ALS Vial : 12 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-BF060716.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 12 13 22 rVB 320537 500209 12.12% 1.810%
2 1.861 22 24 37 rVB 2479626 4127797 100.00% 14.935%
3 4.959 292 295 301 rVB 83312 97641 2.37% 0.353%
4 5.382 330 332 335 rBV 912126 1273003 30.84% 4 .606%
5 6.422 421 423 426 rBV 558845 767934 18.60% 2.778%

6.570 433 436 438 rBV 2052518 2475955 59.98% 8.958%
6.799 454 456 458 rBvV 720234 601509 14.57% 2.176%
6.959 467 470 472 rVB 2400011 2262761 54.82% 8.187%
7.370 503 506 508 rBV 1869144 2044031 49.52% 7.395%
8.090 566 569 571 rBV 863334 809813 19.62% 2.930%

=
QO ~NO®

11 9.176 660 664 666 rBVY 2335326 3433468 83.18% 12.422%
12 9.839 720 722 725 rBB 911506 896273 21.71% 3.243%
13 10.628 788 791 794 rBV2 1622965 2104410 50.98% 7.614%
14 11.325 849 852 854 rBV 1163687 1050770 25.46% 3.802%
15 12.914 988 991 994 rBV 2735547 3398449 82.33% 12.296%

16 13.954 1080 1082 1085 rBV 999473 985808 23.88% 3.567%
17 15.371 1203 1206 1209 rBV 639171 809421 19.61% 2.929%

Sum of corrected areas: 27639252
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087910.D

Aca On : 11 Jun 2016 19:05

Operator : UM/SJ

Sample - H3387-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087910.D

Aca On : 11 Jun 2016 19:05

Operator : UM/SJ

Sample - H3387-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.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-hydroxy-4-me... Concentration Rank 5

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

4.96 3.25 ng 97641 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 295 (4.959 min): BF087910.D (-292) (-) m/z 43.00 100.00%
a3
59
5000
101 AR N UL S
| 83 | 4.60 4.80 5.00 5.20
11 MM S DS S m/z 59.10 59.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A L AL L B
59 460 480 500 520
m/z 101.10 21.07%
15 31 101
0 ‘ 1 N 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
59
460 480 500 520
5000 41 m/z 58.10 17.30%
31
69 87
o 15 51 98
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R e o
59 4.60 4.80 5.00 5.20
m/z 41.10 8.89%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF061116\
Data File : BF087910.D

Aca On : 11 Jun 2016 19:05

Operator : UM/SJ

Sample - H3387-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.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 4 unknown6.57 Concentration Rank 2

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

6.57 82.32 ng 2475960 1,4-Dichlorobenzene-d4 6.80
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 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 436 (6.570 min): BF087910.D (-433) (-) m/z 132.00 100.00%
5000
68
© 5 |l e Lo £ eho 6k 650 Tbo
0 e AR ma m/z 134.00 34.22%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR LN I
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 68.10 32.21%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 67 m/z 66.10 20.64%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl A e e
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 96.10 13.27%
5000 og M°
o ,\MI 89 I‘;ﬂm,\,\‘l,,m, s 8 I | R
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF061116\
Data File : BF087910.D

Acq On : 11 Jun 2016 19:05

Operator : UM/SJ

Sample - H3387-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.96 3.3 ng 97641 1 6.80 601509 20.0
unknown6 .57 6.57 82.3 ng 2475960 1 6.80 601509 20.0
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