LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096690.D

Acq On 12 Jul 2017 14:31

Operator : SJ/JU

Sample : PB100575BL

Misc :

ALS Vial : 5 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-BF070117 .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._863 468 472 483 rBVY 525200 808407 21.11% 2.798%
2 5.287 538 544 547 rBV 3010386 3199337 83.55% 11.075%
3 6.310 712 718 721 rBV 2593435 3122895 81.55% 10.810%
4 6.440 735 740 743 rBV 2963236 3048186 79.60% 10.552%
5 6.663 775 778 782 rBY 730694 621564 16.23% 2.152%

6.822 801 805 809 rBV 2345920 2338717 61.07% 8.096%
7.228 868 874 877 rBV 1868914 2037728 53.21% 7.054%
1104984 1031122 26.93% 3.569%
9.028 1174 1180 1183 rBV 3372547 3829376 100.00% 13.256%
9.698 1288 1294 1298 rBV 1051733 961345 25.10% 3.328%
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11 10.486 1421 1428 1431 rBV 1798676 1821285 47.56% 6.305%
12 11.175 1540 1545 1549 rBV 1194645 1071963 27.99% 3.711%
13 12.769 1809 1816 1819 rBV 2983065 3509883 91.66% 12.150%
14 13.804 1988 1992 1996 rBV 907990 858122 22.41% 2.970%
15 15.198 2224 2229 2236 rBV 538576 628280 16.41% 2.175%

Sum of corrected areas: 28888210
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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\BF071217\

BF096690.D

12 Jul 2017 14:31

SJ/Ju

PB100575BL

5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF070117 .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\BF071217\
Data File : BF096690.D

Acq On 12 Jul 2017 14:31

Operator : SJ/JU

Sample : PB100575BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._86 26.01 ng 808407 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 39
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 3-Hexanol 102 C6H140 000623-37-0 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 471 (4.857 min): BF096690.D (-468) (-) m/z 43.00 100.00%
43
59
5000
101 PSSP S VAR S
4.60 4.80 5.00 5.20
e Sl S e & | h/z 59.00  53.48%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 14.21%
15 31 101
\ 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
460 480 500 520
5000 m/z 58.00 13.87%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LS N L B N L
59 4.60 4.80 5.00 5.20
m/z 41.10 8.85%
5000 31 43 73
25L\ 37\y“ 53, ||, 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096690.D

Acq On 12 Jul 2017 14:31

Operator : SJ/JU

Sample : PB100575BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.44 Concentration Rank 1

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

6.44 98.08 ng 3048190 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 740 (6.440 min): BF096690.D (-735) (-) m/z 132.00 100.00%
5000 68
0 4054 g, || . 9|6 104 e 620 6.40 6.60 6.80
..,....,....,...:,“.'..:,!!.. BN ORIE ZASM i FE SN | S m/z 68.10 39.54Y%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 B
5000 USRS R
6.20 6.40 6.60 6.80
78 m/z 134.00 32.64%
L1 | L
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 25.65%
41 97
53 2 117
34 60 89 105 124
wwmwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 i
Abundance #14491: 5-Aminoindole A R
132 6.20 6.40 6.60 6.80

m/z 69.10 15.51%

5000

104

66
14 27 37445168 P 77 g9 97 | 115

m/z--> 10 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:\HPCHEM1\BNA_F\Data\BF071217\
Data File : BF096690.D

Acq On 12 Jul 2017 14:31

Operator : SJ/JU

Sample : PB100575BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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... 4.86 26.0 ng 808407 1 6.66 621564 20.0
unknown6 .44 6.44 98.1 ng 3048190 1 6.66 621564 20.0

8270-BF070117.M Thu Jul 13 06:59:27 2017 Page: 5



