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                  pKa Development Report for CS000002

	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000002
	C10H15N3O
	193.3
	pKa
	2.88
	2.90
	2.89
	Cosolvent 
(Initial 60v% DMSO)


[image: image3.png]CS000002_Replicate-1_First titration:

Stored: S1310130.sfs

Sample weight: 1.23 mg

Acquisition time: 0.8 hrs
23 points: pH 1.3 => pH 10.6
Selected: pH 2.0 => pH 10.0
Cosolvent: 42.7 wt% DMSO
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_Replicate-1_Second titration:

Stored: S1310135.sfs

Sample weight: 1.23 mg

Acquisition time: 0.5 hrs
23 points: pH 1.4 => pH 10.8
Selected: pH 2.0 => pH 10.0
Cosolvent: 32.0wt% DMSO
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 CS000002_Replicate-1_Third titration:

Stored: S1310142.sfs

Sample weight: 1.23 mg

Acquisition time: 0.6 hrs
26 points: pH 1.6 => pH 10.8
Selected: pH 2.0 => pH 10.0
Cosolvent: 24.5wt% DMSO
CS000002_Replicate-1_Factored concentrations

6.08 mM X 42.7wt% S1310130-1
3.01 mM X 32.0wt% S1310135-1
2.52 mM X 24.5wt% S1310142-1
[image: image1.png]COSOLVENT PROFILE

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H,0) = 2.88 + 0.03 (COF=0.6, slope=—0.0124)
pK,(DMSO) = 1.64
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 CS000002_Replicate-2_First titration: 
Stored: S1310151.sfs

Sample weight: 0.93 mg

Acquisition time: 0.6 hrs
25 points: pH 1.4 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 40.5wt% DMSO
[image: image7.png]Refine Equilibrium Constants and Related Factors X

Tile [Jrited Coolvert Asar PimayKey [T310151
R e
Constant_Evor_Equation Basis  Enor Basis DalaFil 7
2073 20064 BoH-EH 11667 +0.1287 (0.002406M) & 6
10690 +0.000 CO3+H=HCO3 1.0000 +0.0093 (0.000316M) CO3 5
5421 20000 HCD3HLHELD3 7
3
2
1
AJa O i
-1 F
-2
3 b
7 b
5 b
L
Recon Thant
Ghafon M Eor  DaiaFle  Fater Evor Thent DolaFle 3 5 7 9
0088675 +0.0000080 10315 s0.0001 MLl p H
TO17 00003 KGH
BJERRUM PLOT
Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M 2
i Patameters
hsyMechin [ [i05 Wt ;
Electrode [Restore’ = o
CooffcientRaioy Bociode i T
0557 o Cancel Nl i
29" i
04 ioH N Y T T
3 5 /—{7 ]




 CS000002_Replicate-2_Second titration:

Stored: S1310162.sfs

Sample weight: 0.93 mg                      
Acquisition time: 0.9 hrs
28 points: pH 1.3 => pH 11.0
Selected: pH 2.0 => pH 10.0
Cosolvent: 30.5wt% DMSO
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 CS000002_Replicate-2_ Third titration:

Stored: S1310165.sfs

Sample weight: 0.93 mg

Acquisition time: 0.9 hrs
27 points: pH 1.5 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 23.3wt% DMSO
CS000002_Replicate-2_Factored concentrations

2.81 mM X 40.5wt% S1310151-1
2.14 mM X 30.5wt% S1310162-1
1.85 mM X 23.3wt% S1310165-1
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pKo(H;0) = 2.90 + 0.02 (GOF=0.3, slope=—0.0203)
pK,(DMSO) = 0.87
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