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                   Development Report for pKa Assay
	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000010
	C18H17N3OS
	323.4
	pKa
	3.83
	3.65
	3.74
	Cosolvent 
(Initial 60v% DMSO)


[image: image3.png]CS000010_Replicate-1_First titration:

Stored: S1314170.sfs

Sample weight: 0.87 mg

Acquisition time: 0.7 hrs
24 points: pH 1.2 => pH 10.6
Selected: pH 2.0 => pH 10.5
Cosolvent: 46.7wt% DMSO
[image: image4.png]Refine Equi ium Constants and Related Factors
Tl [Uried CosvertAssey Pimay Key 314170 GOF=1.2

Constant_Evor_Equation Basis  Evmor Basis DalaFil
1750 £ 0087 BoH-EH 10233 +0.1769 (0.001345M) &

1099 0000 CO3+H=HCD3 | 1.0000 +0.0079 (0.0001S2M) CO3
653 £ 0000 HCD3+H=H2C03

RESIDUALS PROFILE

Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 35 7 9
0002753 +0.0000030 10227 +0.0001 Ml p H

10317 200003 KOH

BJERRUM PLOT

Compound Cade [7 Temperatue [ 250 T Ref loric St [ 078 M

AssayMedun  [CoSahvert 487 wik

Electrode
Cosffcient Ratios'  Constants
068 _a
09913 ks
237 |
01 oW

Inifal Parameters

0 )
Cancel iz 0 r “Sosnnesoess oo s oo 0




CS000010_Replicate-1_Second titration:

Stored: S1314175.sfs

Sample weight: 0.87 mg

Acquisition time: 0.6 hrs
24 points: pH 1.4 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 34.0wt% DMSO
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CS000010_Replicate-1_Third titration:

Stored: S1314183.sfs

Sample weight: 0.87 mg

Acquisition time: 0.7 hrs
28 points: pH 1.5 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 25.7wt% DMSO
CS000010_Replicate-1_Factored concentrations

1.39 mM X 46.7wt% S1314170-1
1.22 mM X 34.0wt% S1314175-1
0.88 mM X 25.7wt% S1314183-1
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pKo(H;0) = 3.83 + 0.10 (GOF=0.7, slope=—0.0447)
pKo(DMSO) = —0.64
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Stored: S1317113.sfs

Sample weight: 0.87 mg

Acquisition time: 1.1 hrs
22 points: pH 1.2 => pH 10.5
Selected: pH 2.0 => pH 10.5
Cosolvent: 41.6wt% DMSO
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Stored: S1317123.sfs

Sample weight: 0.87 mg                      
Acquisition time: 0.6 hrs
22 points: pH 1.4 => pH 10.7
Selected: pH 2.0 => pH 10.5
Cosolvent: 31.0wt% DMSO
[image: image8.png]Tile rited Cosolvet Aseay Pinay Key [T37123
Constant_Enor_Equaton Basis Eror Basis DataFie
2352 £0.296 B+H=BH 0.8611 +0.5476 (0.001170M) B

10337 +0000 CO3+H=HCD3 | 1.0000 0.0069 (0.000416M) CO3
6286 £ 0000 HCD3+H=H2C03

[SEVSIENG TN

£
q

DU N =

Recon Tizant
cilalon, M Evor  DataFil Faclor _Enor_Titant_DataFie
00021073 +0.0000130 T.0227 00001 HO)

10317 200003 KOH

Inifal Parameters

AssayMedun  [CoSahvert  [3T0 wik

Electrode
Cosffcient Ratios'  Constants
0508 a
09926 k5
24 |
00 oK

Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M

BJERRUM PLOT




CS000010_Replicate-2_ Third titration:

Stored: S1317131.sfs

Sample weight: 0.87 mg

Acquisition time: 0.7 hrs
23 points: pH 1.6 => pH 10.7
Selected: pH 2.0 => pH 10.5
Cosolvent: 24.2wt% DMSO
CS000010_Replicate-2_Factored concentrations

1.60 mM X 41.6wt% S1317113-1
1.01 mM X 31.0wt% S1317123-1
1.15 mM X 24.2wt% S1317131-1
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