LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109876.D

Aca On : 13 Oct 2018 10:59

Operator : JU/SJ

Sample : PB113650BL

Misc :

ALS Vial : 50 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818 .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 4.899 474 478 498 rBV 139618 212658 8.03% 1.296%
2 5.322 546 550 567 rBVY 1076942 1310733 49.47% 7.986%
3 6.340 720 723 741 rBVY 1163706 1470732 55.51% 8.961%
4 6.463 741 744 780 rVV 1490596 1744807 65.85% 10.631%
5 6.693 780 783 805 rvVv 381009 543932 20.53% 3.314%

6.846 805 809 836 rvv 1625053 1849024 69.78% 11.266%
7.257 875 879 917 rBV 1069077 1498881 56.57% 9.133%
7.975 997 1001 1025 rBV 466089 654365 24.70% 3.987%
2159455 2649692 100.00% 16.145%
9.722 1294 1298 1312 rBV 575783 655078 24.72% 3.991%
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11 10.504 1428 1431 1452 rBV 465896 726544 27 .42% 4.427%
12 11.198 1546 1549 1575 rBV 340343 537668 20.29% 3.276%
13 12.775 1813 1817 1842 rBV 1518444 1745508 65.88% 10.635%
14 13.827 1992 1996 2014 rBV 333635 464409 17.53% 2.830%
15 15.227 2229 2234 2253 rBV 181585 348221 13.14% 2.122%

Sum of corrected areas: 16412252
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\

BF109876.D

13 Oct 2018 10:59

Jus/sJ

PB113650BL

50 Sample Multiplier: 1

: Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF100818.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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109876.D

Aca On : 13 Oct 2018 10:59

Operator : JU/SJ

Sample : PB113650BL

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
Quant Title : 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.

4900 7.82ng 212658  1,4-Dichlorobenzene-da 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 64

000540-88-5 39
001116-98-9 23

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 478 (4.899 min): BF109876.D (-474) (-) m/z 43.00 100.00%

43
59
5000
101 P T T T
51 | 83 460 4.80 5.00 5.20
o} 1 7| A N m/z 59.10 54.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L L L L
460 4.80 5.00 5.20
59 m/z 101.00 19.14%
101
0 o ) | o @y
e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
AR e A RARE
57 4.60 4.80 5.00 5.20
5000 m/z 58.00 15.23%
29 101
S UL 73 83
N
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
59 460 4.80 5.00 5.20
m/z 41.10 9.48%
5000 41
68
Il 50 | 126 142 A
Ol e e et e e e e e et e
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\
Data File : BF109876.D

Aca On : 13 Oct 2018 10:59

Operator : JU/SJ

Sample : PB113650BL

Misc :

ALS Vial : 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_M
Quant Title : 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 unknown6.46 Concentration Rank 2

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

6.46 64.16 ng 1744810 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 743 (6.457 min): BF109876.D (-741) (-) m/z 131.95 100.00%
132
5000 68 N
‘ 75 % 103 620 6.40 6.60 6.80
o..,....,....,...:,"!.‘.‘?" 61 ....,..5??,..!.,.':..,....,....,'...,... m/z 68.05 47.12%
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
5000 A AR A LA
6.20 6.40 6.60 6.80
3 78 m/z 134.00 31.31%
138
0"v'“l“'wL”ww!“JL'w'“!w'“v'“l”'w'“'w'“l“”l“'w'“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
620 640 6.60 6.80
5000 m/z 66.00 30.96%
33 a4 o 97 105
0 |51 e TP e s |
S N 0 A S T R
Abundance #14491: 5-Aminoindole - ..,.... e AR T

132 6.20 6.40 660 680
m/z 69.05 20.14%

5000
104
51 66 77
14 27 37443558 " 1 g9 97 | 115
e | N —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF101218\
Data File : BF109876.D

Acq On : 13 Oct 2018 10:59

Operator : JU/SJ

Sample : PB113650BL

Misc :

ALS Vial =: 50 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_M
Quant Title : 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... 4.90 7.8 ng 212658 1 6.69 543932 20.0
unknown6 .46 6.46 64.2 ng 1744810 1 6.69 543932 20.0
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