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Development Report for pKa Assay

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000018
	C16H18N6S
	326.4
	pKa1
	4.65
	4.26
	4.46
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	6.18
	6.35
	6.27
	


[image: image11.png]CS000018_Replicate-1_First titration: 
Stored: S1323193.sfs

Sample weight: 0.84 mg

Acquisition time: 1.0 hrs
25 points: pH 1.1 => pH 10.6
Selected: pH 2.5 => pH 10.5
Cosolvent: 36.9wt% DMSO
[image: image12.png]Refine Equilibrium Constants and Related Factors.
== Pimay Key 322211 GOF=1.6

Constant_Evor_Equation Basis Evmor Basis DalaFil
5705 £ 0027 BAH-H 05187 +0.0181 (0.000837M) &
4236 £ 0047 BH+H-BH2 1.0000 +0.3631 (0.000061M) CO3

10,009 £0000 CO3+H=HCO3
6160 £0000 HCD3+H=H2C03

RESIDUALS PROFILE

AR
T B
Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 35 7 9
0087640 +0.0000070 10030 +0.0001 HCl p/—(
10817 200003 KGH
BJERRUM PLOT
Compound Code [7 Temperatue [ 750 € Relric St [ 522 M F
Il Ptameters
bssayMedum  [Gogavent [182 w%
Elctiode
Conficient s’ oo | Ny
0 s Carcel L
0935 ks 0
03
06 oH L
3 5 7 9




CS000018_Replicate-1_Second titration:

Stored: S1323203.sfs

Sample weight: 0.84 mg

Acquisition time: 0.7 hrs
26 points: pH 1.2 => pH 10.9
Selected: pH 2.5 => pH 10.5
Cosolvent: 26.1wt% DMSO
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CS000018_Replicate-1_Third titration:

Stored: S1323211.sfs

Sample weight: 0.84 mg

Acquisition time: 0.8 hrs
25 points: pH 1.3 => pH 10.7
Selected: pH 2.5 => pH 10.5
Cosolvent: 19.2wt% DMSO
CS000018_Replicate-1_Factored concentrations

1.00 mM X 36.9wt% S1323193-1
0.95 mM X 26.1wt% S1323203-1
0.83 mM X 19.2wt% S1323211-1
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pKo(DMSO) = 2.46
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CS000018_Replicate-2_First titration: 
Stored: S1324151.sfs

Sample weight: 0.82 mg

Acquisition time: 0.9 hrs
25points: pH 1.23=> pH 10.6

Selected: pH 2.5 => pH 10.5
Cosolvent: 43.4wt% DMSO
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CS000018_Replicate-2_Second titration:

Stored: S1324160.sfs

Sample weight: 0.82 mg                      
Acquisition time: 0.7 hrs
24 points: pH 1.5 => pH 10.6
Selected: pH 2.5 => pH 10.5
Cosolvent: 32.4wt% DMSO
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CS000018_Replicate-2_ Third titration:

Stored: S1324164.sfs

Sample weight: 0.82 mg

Acquisition time: 0.7 hrs
27 points: pH 1.7=> pH 11.0
Selected: pH 2.5 => pH 10.5
Cosolvent: 24.7wt% DMSO
CS000018_Replicate-2_Factored concentrations

0.96 mM X 43.4wt% S1324151-1
1.01 mM X 32.4wt% S1324160-1
0.96 mM X 24.7wt% S1324164-1
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