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                  pKa Development Report for CS000003

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000003
	C14H14N4O2
	270.3
	pKa
	3.14
	2.95
	3.05
	Cosolvent 
(Initial 60v% DMSO)


CS000003[image: image9.png]_Replicate-1_First titration:

Stored: S1408130.sfs

Sample weight: 0.94 mg

Acquisition time: 1.1 hrs
24 points: pH 1.2 => pH 10.6
Selected: pH 2.0 => pH 10.5
Cosolvent: 42.2wt% DMSO
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CS000003_Replicate-1_Second titration:

Stored: S1408141.sfs

Sample weight: 0.94 mg

Acquisition time: 0.6 hrs
25 points: pH 1.4 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 31.5wt% DMSO
CS000003[image: image11.png]| Refine Equilibrium Constants and Related Factors

Tite [Sampied Pinay Key [1408130 GOF=3.1
Constant Enor  Equation Basis Emor Basis DataFile N
2353 £0.052 B+H=BH 1.4778 +0.0886 (0.001733M) B
10763 £ 0000 CO3H=HCO3 | 10000 +00751 (1.000130M) CO3 7 HESUALS PROFILE
6449 0000 HCO3H-H20D3 6 I
1 5 L
e
3 L
7 L
T r e )f
AJa O =
1k
—2 |
_3 |k
PR S
Reson Tivart
clidlon, M Enor DalaFle  Faglor _Evor Titant DataFile 3 5 7 9
0038701 +0.0000070 10478 +0.0001 MLl p/—(
10817 200003 KOH
Conpound Code [7 Temperature [ 250 '€ efloric St [ 073 M
Il Paramelers
BssayMedin  [Cobavent  [122 W , BJERRUM PLOT
Eleciode Fectre
Coefficient Ratios Constants o
07 a Cancel
e Lot
7 H My
o% w endeeiadee i
3 5 H7 9




_Replicate-1_Third titration:

Stored: S1408145.sfs

Sample weight: 0.94 mg

Acquisition time: 0.7 hrs
24 points: pH 1.6 => pH 10.5
Selected: pH 2.0 => pH 10.5
Cosolvent: 24.0wt% DMSO
CS000003_Replicate-1_Factored concentrations

2.57 mM X 42.2wt% S1408130-1
1.81 mM X 31.5wt% S1408141-1
1.51 mM X 24.0wt% S1408145-1
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_Sample-03 _Replicate-2_First titration: 
Stored: S1408154.sfs

Sample weight: 0.89 mg

Acquisition time: 1.2 hrs
25 points: pH 1.1 => pH 10.5
Selected: pH 2.0 => pH 10.5
Cosolvent: 37.4 wt% DMSO
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_Replicate-2_Second titration:

Stored: S1408165.sfs

Sample weight: 0.89 mg                      
Acquisition time: 0.8 hrs
26 points: pH 1.3 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 26.8wt% DMSO
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_Sample-03_Replicate-2_ Third titration:

Stored: S1408174.sfs

Sample weight: 0.89 mg

Acquisition time: 0.8 hrs
26 points: pH 1.3 => pH 10.5
Selected: pH 2.0 => pH 10.5
Cosolvent: 20.2wt% DMSO
CS000003_Replicate-2_Factored concentrations

2.05 mM X 37.4wt% S1408154-1
1.90 mM X 26.8wt% S1408165-1
0.55 mM X 20.2wt% S1408174-1
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S1408141
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S1408145
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S1408154
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