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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 CS000049
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000049
	C22H22N4O3S2
	454.6
	pKa1
	6.30
	6.06
	6.18
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	10.27
	10.10
	10.19
	


[image: image11.png]CS000049_Replicate-1_First titration:

Stored: S1524104.sfs

Sample weight: 1.18 mg

Acquisition time: 1.2 hrs
29 points: pH 0.5 => pH 11.0
Selected: pH 4.0=> pH 10.8
Cosolvent: 44.2wt% DMSO
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CS000049_Replicate-1_Second titration:

Stored: S1524120.sfs

Sample weight: 1.18 mg

Acquisition time: 1.0 hrs
27 points: pH 0.8 => pH 10.9
Selected: pH 4.0 => pH 10.8
Cosolvent: 33.0wt% DMSO
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CS000049_Replicate-1_Third titration:

Stored: S1524130.sfs

Sample weight: 1.18 mg

Acquisition time: 1.0 hrs
28 points: pH 1.4 => pH 11.0
Selected: pH 4.0 => pH 10.8
Cosolvent: 25.3wt% DMSO
CS000049_Replicate-1_Factored concentrations

1.04 mM X 44.2wt% S1524104-1
1.11 mM X 33.0wt% S1524120-1
1.33 mM X 25.3wt% S1524130-1
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PK,(DMSO) = 10.92
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CS000049_Replicate-2_First titration: 
Stored: S1524172.sfs

Sample weight: 1.09 mg

Acquisition time: 1.2 hrs
26 points: pH 1.7 => pH 10.9
Selected: pH 4.0 => pH 10.8
Cosolvent: 53.2wt% DMSO
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CS000049_Replicate-2_Second titration:

Stored: S1524184.sfs

Sample weight: 1.09 mg                      
Acquisition time: 0.8 hrs
28 points: pH 1.1 => pH 11.4
Selected: pH 4.0 => pH 10.8
Cosolvent: 42.4wt% DMS0
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CS000049_Replicate-2_ Third titration:

Stored: S1524193.sfs

Sample weight: 1.09 mg

Acquisition time: 0.8 hrs
30 points: pH 1.8 => pH 11.7
Selected: pH 4.0 => pH 10.8
Cosolvent: 32.9wt% DMSO
CS000049_Replicate-2_Factored concentrations

0.40 mM X 53.2wt% S1524172-1
0.43 mM X 42.4wt% S1524184-1
0.43 mM X 32.9wt% S1524193-1
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S1524120
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S1524130
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S1524172
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S1524184
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S1524193
[image: image10.png]Titan Cedis/Canyover Tie [SAHPLE C5000045
JEIGRE [ 0000600

VHO  WKOH  VORG  pH  lonStr BuifCep.

0756750 056643 0000000 25080000 00
0756750 0816338 0000000 26370000 00
0756750 0850729 0000000 27530000 00
0756750 08G6317 0000000 23630000 00
0756750 0717083 0000000 32270000 0.0
0756750 0730208 0000000 34400000 0.0
0756750 0736417 0000000 36650000 00
0756750 074373 0000000 35240000 00
0756750 0746625 0000000 41700000 00
0756750 0749208 0000000 439 0.000 0.0
0796750 074939 0000000 47080000 00 TITRATION PLOT
11 073750 075014 0000000 50780000 00 12
12 07975 0750667 0000000 54830000 00
13 07975 0751083 0000000 56360000 00 11
14 07975 0752063 0000000 £3700000 00
15 07975 0753500 0000000 EEI50000 00 10
16 079750 075479 0000000 72270000 00 L
17 07975 079545 0000000 20040000 00 9
18 079750 079521 0000000 EE0E0000 00 g I
19 079750 075625 0000000 S1150000 00
20 07975 0795E% 0000000 35930000 00 7
5 7% 07aies 0000 10500 00 pH
6

22 0796750 0756417 0.000000 10.441 0000 0.0
23 0796750 0757250 0.000000 108010000 0.0
24 0796750 0756545 0.000000 111470000 0.0
25 079750 076039 0.000000 114100000 0.0
2 0796750 0763125 0.000000 116800000 0.0
27 079750 076633 0.000000 119160000 0.0
28 0796750 0773319 0.000000 121850000 0.0
29 0796750 0723750 0.000000 124040000 0.0

[}
T

NOTE: black

data points 0.0 1.0

e assigned

2ero weights =
e VoL (mL) [

analsis.





















































































































































































































































Business Confidential                                        1/6

[image: image17.png]Tite [SAMPLE-CS000043 Primary Key [1524184

Constant_Evor_Equation Basis Evor Basis DalaFil
0845 + 0061 BeH=BH 08178 +0.0257 (0.000438M) &
5979 + 0110 BHsH=BH2 1.0000 +3:3959 (0.000000M) CO3

10805 +0000 CO3+4
6467 £0000 HCD3+H=H2C03

Recon Tizant
cilalon, M Evor  DataFil Faclor _Enor_Titant_DataFie
00042477 +0.0000041 09377 00001 HO

1.0867 20.0000 KOH

Compound Cade [7 Temperatue [ 250 T Ref loric St [ 017 M

Inifal Parameters

AssayMedun  [CoSatvert 424 wik
Electrode
Cosffcient Ratios'  Constants

125 a
05815 ks
26 H
02 oW

Restare.

i

Cancel

£
q
IRSENTRINT TSN

BJERRUM PLOT




