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Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
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pKa Development Report for CS272
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS272
	C12H10F4N3O3
	263.2
	pKa1
	3.94
	3.96
	3.95
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.39
	8.06
	8.23
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Stored: S1515154.sfs

Sample weight: 0.97 mg

Acquisition time: 0.4 hrs
18 points: pH 3.1 => pH 10.0
Selected: pH 3.5=> pH 10.0
Cosolvent: 62.0wt% DMSO
CS272_Replicate-1_Second titration:[image: image14.png]Refine Equilibrium Constants and Related Factors
Tite [£5-272 Primary Key [1515154 GOF_ 7 4

Constant_Evor_Equation Basis Evor Basis DalaFil
0476 20049 B+H=BH 05451 +0.0644 (0.001843M) &
3164 £0028 BH+H-BH2 1.0000 +0.0778 (0.000126M) CO3

11.940 £0000 CO3+H=HCO3
6899 £ 0000 HCD3+H=H2C03

RESIDUALS PROFILE

Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 4 6 8
0008088 +0.0000030 5785 +0.0002 MLl p H

1.0000 20.0000 KOH

Compound Cade [7 Temperatue [ 250 T Ref loric St [ 015 M

Inifal Parameters
AssayMedun  [CoSahvert  [518 wik

Electrode
Cosffcient Ratios'  Constants
0687 a
10010 ks
34 H
06 10K

BJERRUM PLOT

Restare.
i

| g e,





Stored: S1515161.sfs

Sample weight: 0.97 mg

Acquisition time: 0.4 hrs
20 points: pH 3.0 => pH 10.3
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMSO
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Stored: S1515163.sfs

Sample weight: 0.97 mg

Acquisition time: 0.4 hrs
21 points: pH 3.2 => pH 10.3
Selected: pH 3.5 => pH 10.0
Cosolvent: 43.0wt% DMSO
CS272_Replicate-1_Factored concentrations

1.01 mM X 62.0wt% S1515154-1
1.13 mM X 54.0wt% S1515161-1
1.06 mM X 43.0wt% S1515163-1
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CS272_Replicate-2_First titration: 
Stored: S1515183.sfs

Sample weight: 0.82 mg

Acquisition time: 0.5 hrs
18 points: pH 3.1 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 62.0wt% DMSO
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CS272_Replicate-2_Second titration:

Stored: S1515190.sfs

Sample weight: 0.82 mg                      
Acquisition time: 0.4 hrs
19 points: pH 3.1 => pH 10.1
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMS0
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CS272_Replicate-2_ Third titration:

Stored: S1515192.sfs

Sample weight: 0.82 mg

Acquisition time: 0.4 hrs
21 points: pH 3.2 => pH 10.4
Selected: pH 3.5 => pH 10.0
Cosolvent: 43.0wt% DMSO
CS272_Replicate-2_Factored concentrations

1.56 mM X 62.0wt% S1515183-1
1.35 mM X 54.0wt% S1515190-1
1.07 mM X 43.0wt% S1515192-1
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S1515161
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S1515163
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S1515183
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S1515190
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S1515192
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Figure 1. LC/MS chromatogram of CS272 after titration
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(Purity ≈ 77%)
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