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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 CS267
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS267
	C21H22BrN5O4
	488.3
	pKa1 
	7.93
	7.96
	7.95
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.34
	8.29
	8.32
	


[image: image11.png]CS267_Replicate-1_First titration:

Stored: S1424160.sfs

Sample weight: 1.36 mg

Acquisition time: 1.6 hrs
25 points: pH 0.5 => pH 11.2
Selected: pH 4.0=> pH 11.0
Cosolvent: 36.6wt% DMSO
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CS267_Replicate-1_Second titration:

Stored: S1424174.sfs

Sample weight: 1.36 mg

Acquisition time: 1.0 hrs
28 points: pH 0.7 => pH 11.5
Selected: pH 4.0 => pH 11.0
Cosolvent: 26.0wt% DMSO
[image: image13.png]Refine Equilibrium Constants and Related Factors.
Tile [Sanpie 287 Pinaiy Key [1424178 GOF=3.3

Constant Enor_Equaion Basis  Eror Basis DalaFle
BE55 £0.033 B+H=BH 05636 +0.0568 (0.000533M) B
7721 20110 BHA-BH2 .0000 200127 (0.000474M) 03 RESIDUALS PROFILE

10183 £0000 CO3+H=HCO3
6227 0000 HCD3+H=H2C03

[SENNTNENG}
T

L
NN —
:
i
a<
“(

Recon Tiant 1 7
clidion, M Eror  DataFle  Factor Enor Tiwart DataFie
0016328 +0.0000200 5786 +0.0001 MLl p /—(
110343 200002 KOH
BJERRUM PLOT
3
Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M 2
It Paramelers
AssayMedum [CoBavent  [280° W ,
Electode Fectors
Cosficintatod e L
078t » Cancel L
0684 i 0 g
34 H
03 oH T T R
5 7 9 11




CS267_Replicate-1_Third titration:

Stored: S1424185.sfs

Sample weight: 1.36 mg

Acquisition time: 1.1 hrs
31 points: pH 1.1 => pH 11.6
Selected: pH 4.0 => pH 11.0
Cosolvent: 19.4wt% DMSO
CS267_Replicate-1_Factored concentrations

0.39 mM X 36.6wt% S1424160-1
0.34 mM X 26.0wt% S1424174-1
0.27 mM X 19.4wt% S1424185-1
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pRo(H0) = 7.93 2 0.02 (COF=0.2, slope=—0.0087)
oK (DMSO) = 7.06
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PKo(H0) = 8.34 + 0.01 (COF=0.1, slope=0.0118)
oK (DMSO) = 9.52
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CS267_Replicate-2_First titration: 
Stored: S1425170.sfs

Sample weight: 1.18 mg

Acquisition time: 1.2 hrs
26 points: pH 0.5 => pH 11.2
Selected: pH 4.0 => pH 11.0
Cosolvent: 44.6wt% DMSO
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CS267_Replicate-2_Second titration:

Stored: S1425181.sfs

Sample weight: 1.18 mg                      
Acquisition time: 0.8 hrs
27 points: pH 1.0 => pH 11.6
Selected: pH 4.0 => pH 11.0
Cosolvent: 33.6wt% DMS0
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CS267_Replicate-2_ Third titration:

Stored: S1425190.sfs

Sample weight: 1.18 mg

Acquisition time: 0.8 hrs
28 points: pH 1.2 => pH 11.6
Selected: pH 4.0 => pH 11.0
Cosolvent: 24.9wt% DMSO
CS267_Replicate-2_Factored concentrations

0.30 mM X 44.6wt% S1425170-1
0.24 mM X 33.6wt% S1425181-1
0.19 mM X 24.9wt% S1425190-1
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S1424160
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S1424174
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S1424185
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S1425170
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S1425181
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