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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 CS000072
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000072
	C20H20N4O4S
	412.5
	pKa1
	5.53
	5.47
	5.50
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	11.75
	11.74
	11.75
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Stored: S1607174.sfs

Sample weight: 1.65 mg

Acquisition time: 1.3 hrs
26 points: pH 2.0 => pH 11.0
Selected: pH 3.5 => pH 11.0
Cosolvent: 51.6wt% DMSO
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Stored: S1607190.sfs

Sample weight: 1.65 mg

Acquisition time: 0.9 hrs
28 points: pH 2.2 => pH 11.2
Selected: pH 3.5 => pH 11.0
Cosolvent: 40.9wt% DMSO
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Stored: S1607195.sfs

Sample weight: 1.65 mg

Acquisition time: 0.8 hrs
31 points: pH 2.5 => pH 11.6
Selected: pH 3.5 => pH 11.0
Cosolvent: 31.2wt% DMSO
CS000072_Replicate-1_Factored concentrations

0.09 mM X 51.6wt% S1607174-1
0.10 mM X 40.9wt% S1607190-1
0.11 mM X 31.2wt% S1607195-1
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oK, (DMS0) =  6.64
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CS000072_Replicate-2_First titration: 
Stored: S1607204.sfs

Sample weight: 1.54 mg

Acquisition time: 1.6 hrs
27 points: pH 2.1 => pH 11.0
Selected: pH 3.5 => pH 11.0
Cosolvent: 51.5wt% DMSO
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CS000072_Replicate-2_Second titration:

Stored: S1607222.sfs

Sample weight: 1.54 mg                      
Acquisition time: 0.9 hrs
28 points: pH 2.3 => pH 11.3
Selected: pH 3.5 => pH 11.0
Cosolvent: 40.8wt% DMS0
[image: image16.png]Refine Equilibrium Constants and Related Factors.
Tile [SAVPLE Co000072 Pimay Key [fe07222 GOF=1.8

Constant_Evor_Equation Basis Evmor Basis DalaFil
083 + 0048 BeH=BH 01835 +0.0259 (0.000633M) &
5958 + 0058 BH:H=BH2 1.0000 +3:3959 (0.000000M) CO3

6453 0000 HCD3+H=H2C03
RESIDUALS PROFILE

Recon Tizant

Glsion M Eol  DataFle  Fader Enor Thant DetaFie
007434 +0.G0000T1 05377 s00001 MLl p H

1.0867 20.0000 KOH

BJERRUM PLOT

Compound Cade [7 Temperatue [ 250 T Ref loric St [ 016 M

AssayMedun  [CoSahvert 408 wik

Electrode
Cosffcient Ratios' ~ Constants
0718 a
1.0105 ks
09 H
00 oW

Inifal Parameters

[Restare 2r
i

Cancel 1k




CS000072_Replicate-2_ Third titration:

Stored: S1607231.sfs

Sample weight: 1.54 mg

Acquisition time: 0.8 hrs
28 points: pH 2.5 => pH 11.4
Selected: pH 3.5 => pH 11.0
Cosolvent: 31.1wt% DMSO
CS000072_Replicate-2_Factored concentrations

0.12 mM X 51.5wt% S1607204-1
0.12 mM X 40.8wt% S1607222-1
0.13 mM X 31.1wt% S1607231-1
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S1607190
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S1607195
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S1607204
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S1607222
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