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pKa Development Report for CS000066
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000066
	C19H19N5O2S
	381.5
	pKa1
	5.02
	5.04
	5.03
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	10.97
	11.09
	11.03
	


[image: image11.png]CS000066_Replicate-1_First titration:

Stored: S1602085.sfs

Sample weight: 1.46 mg

Acquisition time: 0.8 hrs
22 points: pH 1.8 => pH 11.0
Selected: pH 4.0 => pH 11.0
Cosolvent: 52.5wt% DMSO
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CS000066_Replicate-1_Second titration:

Stored: S1602094.sfs

Sample weight: 1.46 mg

Acquisition time: 0.7 hrs
25 points: pH 2.0 => pH 11.5
Selected: pH 4.0 => pH 11.0
Cosolvent: 40.9wt% DMSO
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CS000066_Replicate-1_Third titration:

Stored: S1602103.sfs

Sample weight: 1.46 mg

Acquisition time: 0.6 hrs
27 points: pH 2.0 => pH 11.6
Selected: pH 4.0 => pH 11.0
Cosolvent: 30.8wt% DMSO
CS000066_Replicate-1_Factored concentrations

0.09 mM X 52.5wt% S1602085-1
0.10 mM X 40.9wt% S1602094-1
0.12 mM X 30.8wt% S1602103-1
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PKo(H0) = 5.02 + 0.01 (GOF=0.1, slope=0.0219)
P (DMS0) = 7.21
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pKo(H;0) = 10.97 + 0.01 (COF=0.1, slope=—0.0096)
PK,(DMSO) = 10.02




CS000066_Replicate-2_First titration: 
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Stored: S1603124.sfs

Sample weight: 1.17 mg

Acquisition time: 1.5 hrs
25 points: pH 1.8 => pH 11.0
Selected: pH 4.0 => pH 11.0
Cosolvent: 50.4wt% DMSO
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CS000066_Replicate-2_Second titration:

Stored: S1603142.sfs

Sample weight: 1.17 mg                      
Acquisition time: 0.8 hrs
25 points: pH 2.0 => pH 11.3
Selected: pH 4.0 => pH 11.0
Cosolvent: 39.5wt% DMS0
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CS000066_Replicate-2_ Third titration:

Stored: S1603150.sfs

Sample weight: 1.17 mg

Acquisition time: 0.7 hrs
27 points: pH 2.2 => pH 11.5
Selected: pH 4.0 => pH 11.0
Cosolvent: 30.0wt% DMSO
CS000066_Replicate-2_Factored concentrations

0.12 mM X 50.4wt% S1603124-1
0.14 mM X 39.5wt% S1603142-1
0.15 mM X 30.0wt% S1603150-1
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pKo(H;0) = 5.04 + 0.01 (GOF=0.1, slope=0.0210)
PKL(DMSO) = 7.14
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S1602085
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S1602094
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S1602103
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S1603124
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S1603142
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S1603150
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