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上海药明康德新药开发有限公司
  WuXi AppTec Co., Ltd.
Address: No.1 Building, 288 FuTe ZhongLu, WaiGaoQiao Free Trade Zone, Shanghai, P.R. China
Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS000262

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000262
	C19H20N4O5S
	416.5
	pKa1
	4.03
	3.75
	3.89
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	6.08
	5.99
	6.04
	


[image: image11.png]CS000262_Replicate-1_First titration: 
Stored: S1407173.sfs
Sample weight: 0.96 mg

Acquisition time:1.1 hrs
25 points: pH 1.1 => pH 10.5
Selected: pH 2.5 => pH 10.0
Cosolvent: 41.9wt% DMSO
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CS000262_Replicate-1_Second titration:

Stored: S1407184.sfs

Sample weight: 0.96 mg

Acquisition time: 0.7 hrs
26 points: pH 1.4 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 31.6wt% DMSO
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CS000262 _Replicate-1_Third titration:

Stored: S1407192.sfs

Sample weight: 0.96 mg

Acquisition time: 0.7 hrs
26 points: pH 1.5 => pH 10.7
Selected: pH 2.5 => pH 10.0
Cosolvent: 24.0wt% DMSO
CS000262_Replicate-1_Factored concentrations

  0.32 mM X 41.9wt% S1407173-1
0.32 mM X 31.6wt% S1407184-1
0.25 mM X 24.0wt% S1407192-1
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pKo(H;0) = 4.03 + 0.10 (GOF=0.8, slope=—0.0265)
pK,(DMSO) = 1.38
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£(DMS0)=50

pKo(H;0) = 6.08 + 0.05 (GOF=0.6, slope=0.0046)
pK,(DMSO) = 6.54
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CS000262_Replicate-2_First titration: 
Stored: S1402210.sfs

Sample weight: 0.99 mg

Acquisition time: 1.2 hrs
25 points: pH 1.2 => pH 10.5
Selected: pH 2.5 => pH 10.0
Cosolvent: 41.4wt% DMSO
[image: image15.png]Refine Equilibrium Constants and Related Factors

Tile [SAMPLE-262 Pimary Key [1407173 GOF_2 3

Constant Enor_Equaion Basis  Eror Basis DalaFle
£.241 £ 0115 B+H=BH 0.2803 +0.0432 (0.001153M) B
3003 2 0165 BHeH-BH2 | 10000 400225 (0.00005TM) €03 RESIDUALS PROFILE

A
[V Y

Recon Tizant

Glsion M Eol  DataFle  Fader Enor Thant DetaFie 35 7 9
0040058 +0.0000084 10478 +0.0001 MLl p H
T0817 200003 KGH
BJERRUM PLOT
Compound Code [7 Temperatue [ 750 e lric St [ 575 M F
Il Ptameters
bssayMedum [Gogavent [119 wx
Elctiode
Conficient s’ oo | Ny
o7l s Carcel L
09835 ks 0
17 H
04 oH L
3 5 7 9




CS000262_Replicate-2_Second titration:

Stored: S1402221.sfs

Sample weight: 0.99 mg                      
Acquisition time: 0.7 hrs
25 points: pH 1.5 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 30.6wt% DMSO
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CS000262_Replicate-2_ Third titration:

Stored: S1402230.sfs

Sample weight: 0.99 mg

Acquisition time: 0.8 hrs
26 points: pH 1.6 => pH 11.0
Selected: pH 2.5 => pH 10.0
Cosolvent: 23.1wt% DMSO
CS000262 _Replicate-2_Factored concentrations

1.42 mM X 41.4wt% S1402210-1
1.10 mM X 30.6wt% S1402221-1
0.96 mM X 23.1wt% S1402230-1
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pKo(H;0) = 3.75 + 0.05 (GOF=0.4, slope=—0.0198)
pKL(DUSO) = 1.77
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