LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091218\
Data File : BG036683.D

Aca On : 12 Sep 2018 21:40

Operator : JU/SJ

Sample : PB112784BL

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082318 .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

5.157 312 318 325 rBV 47025 69645 1.49% 0.314%
5.621 390 397 410 rBV 1120410 1781754 38.11% 8.028%
rBvV 1143197 1966954 42.07% 8.862%
7.583 723 731 745 rBV 1058378 1822105 38.97% 8.210%
8.053 802 811 818 rBV 209578 353485 7.56% 1.593%
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8.376 858 866 874 rBV 773821 1350655 28.89% 6.086%
9.211 1000 1008 1020 rBV 658446 1189248 25.43% 5.358%
10.856 1281 1288 1299 rVB 299736 529570 11.33% 2.386%
13.300 1697 1704 1715 rBV 1908527 2923551 62.53% 13.172%
14.675 1931 1938 1946 rBV2 499595 782975 16.75% 3.528%
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11 16.161 2184 2191 2210 rBV 1082012 1801388 38.53% 8.116%
12 17.419 2398 2405 2417 rBV2 676921 1021369 21.84% 4.602%
13 20.027 2842 2849 2864 rBV 3417891 4675799 100.00% 21.067%
14 21.684 3124 3131 3149 rBvV 601062 1126334 24.09% 5.075%
15 24.892 3667 3677 3694 rBV3 204589 799746 17.10% 3.603%

Sum of corrected areas: 22194578
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091218\
Data File : BG036683.D

Aca On : 12 Sep 2018 21:40

Operator : JU/SJ

Sample : PB112784BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036683.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091218\
Data File : BG036683.D

Aca On : 12 Sep 2018 21:40

Operator : JU/SJ

Sample : PB112784BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 3.94 ng 69645 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 319 (5.163 min): BG036683.D (-312) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 A P
4.80 500 5.20 5.40
ol ee0 s | e 16 58400
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA SRREE LR LR
4.80 500 5.20 5.40
59.0 m/z 101.10 24.85%
270 || 830 101.0
o OV OTY PR~ L OO | N +: 2 S il N R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 480 500 520 540
5000 m/z 58.10 17.78%
20.0 101.0
ol B0 Il 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4-dimethyl-
59.0 4.80 500 5.20 5.40
m/z 41.10 7.37%
5000
43.0 101.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG091218\
Data File : BG036683.D

Aca On : 12 Sep 2018 21:40

Operator : JU/SJ

Sample : PB112784BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.58 103.09 ng 1822110 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
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 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 730 (7.577 min): BG036683.D (-723) (-) m/z 132.10 100.00%
132.1
5000 68.1
96.1 L L L L R
40.0 541 J 7.20 7.40 7.60 7.80 8.00
0 o230 1813 m/z 68.10 47.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL UL LR

7.20 7.40 7.60 7.80 8.00
m/z 134.10 33.01%

31.0 510
0 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e RREE S
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.48%
70.
o Mo | ||
0...,....,....,‘....,....,....,..‘.,....,....,..
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole R B AR Eam e o
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.95%
5000
104.0
66.0
o 270 510 """ g0 |
i B o e L L e o o o o o o o o e
m/z--> 20 40 60 80 100 120 140 160 180 7.20 7.40 760 7.80 8.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091218\
Data File : BG036683.D

Acq On : 12 Sep 2018 21:40

Operator : JU/SJ

Sample : PB112784BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3.9 ng 69645 1 8.05 353485 20.0
unknown7 .58 7.58 103.1 ng 1822110 1 8.05 353485 20.0
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