LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111419\
Data File : BF117791.D

Aca On : 14 Nov 2019 12:28

Operator :© JU

Sample : PB124565BL

Misc :

ALS Vial : 9 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-BF111319.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 2.299 31 36 48 rVB 115148 179709 1.47% 0.200%
2 5.163 517 523 535 rVB 1272638 2007235 16.40% 2.236%
3 5.551 583 589 592 rBY 6989175 8688149 70.99% 9.678%
4 6.551 751 759 762 rBVY 7154059 8733207 71.36% 9.728%
5 6.698 778 784 787 rBVY 7603486 9111999 74.45% 10.150%

6.922 818 822 826 rBV 2457529 1936369 15.82% 2.157%
7.081 844 849 852 rBV 7449117 7344199 60.01% 8.181%
7.487 912 918 921 rBV 5202346 5956138 48.67% 6.635%
8.210 1036 1041 1044 rBV 2494178 2568483 20.99% 2.861%
9.292 1218 1225 1228 rBY 9360703 11031826 90.14% 12.289%%

=
QO ~NO®

11 9.969 1335 1340 1344 rBV 3250611 3053615 24.95% 3.402%
12 10.763 1468 1475 1479 rBV 6764478 7617514 62.24% 8.485%
13 11.463 1588 1594 1597 rBV 3844212 3310565 27.05% 3.688%
14 13.063 1860 1866 1869 rBV 10608405 12238399 100.00% 13.633%
15 14.110 2040 2044 2048 rBV 3456651 3141040 25.67% 3.499%

16 15.621 2294 2301 2306 rBV 2211736 2852837 23.31% 3.178%

Sum of corrected areas: 89771284
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111419\
Data File : BF117791.D

Aca On : 14 Nov 2019 12:28

Operator :© JU

Sample : PB124565BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF117791.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111419\
Data File : BF117791.D

Aca On : 14 Nov 2019 12:28

Operator :© JU

Sample : PB124565BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 20.73 ng 2007240 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 522 (5.157 min): BF117791.D (-517) (-) m/z 42.95 100.00%
43
59
5000
1 480 500 520 540
...,....,....,....','n..?.l.:!i...‘??....,fi?..,...:,|....,....,....,....,...., m/z 59.00 54.16%
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 AN R R L B
59 480 500 520 540
m/z 101.00 18.55%
15 31 101
wl 1y 51 || 83 I
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.00 15.88%
101
15 31 | 58 g9 g
mz-> 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 e A R o
59 480 5.00 520 5.40
m/z 41.00 8.77%
5000 41
68
”'I'“'I”"I”'Jhk'?g“lu"'W"”I"”I'”'I”"I”"P%?§P"%4?”I R R R I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF111419\
Data File : BF117791.D

Aca On : 14 Nov 2019 12:28

Operator :© JU

Sample : PB124565BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319._.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 2 unknown6.70 Concentration Rank 1

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

6.70 94.11 ng 9112000 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 784 (6.698 min): BF117791.D (-778) (-) m/z 132.00 100.00%
32
5000 68
| 75 % ‘ 640 6.60 6.80 7.00
54 104 . . . .
0 ..,....,....,...:ll!..?," .‘?}...|,..':'.,..5.‘.7,....,....,.1.1.5.,....,".~..,.. m/z 68.00 38.97%
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 a
5000 IR LR UL SR
6.40 6.60 6.80 7.00
0
314 5 78 m/z 134.00 35.33%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
640 6.60 680 7.00
5000 m/z 66.00 26 .53%
6 104
P 1% wr )
I 1 (1IN | I 1l
mz> 10 20 % 4 50 80 70 85 % 100 10 130 130 140
Abundance #14491: 5-Aminoindole AL B L LA N N B
132 6.40 6.60 6.80 7.00
m/z 69.05 16.34%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF111419\
Data File : BF117791.D

Acq On : 14 Nov 2019 12:28

Operator : JU

Sample : PB124565BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319_.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... 5.16 20.7 ng 2007240 1 6.92 1936370 20.0
unknown6.70 6.70 94.1 ng 9112000 1 6.92 1936370 20.0
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