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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 CS000246
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000246
	C18H13N4O4S2
	414.5
	pKa1
	3.57
	3.89
	3.73
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	6.01
	5.86
	5.94
	


[image: image11.png]CS000246_Replicate-1_First titration: 
Stored: S1406145.sfs
Sample weight: 0.74 mg

Acquisition time: 1.3 hrs
24 points: pH 1.0 => pH 10.4
Selected: pH 2.5 => pH 10.0
Cosolvent: 39.1wt% DMSO
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CS000246_Replicate-1_Second titration:

Stored: S1406161.sfs

Sample weight: 0.74 mg

Acquisition time: 0.8 hrs
26 points: pH 1.4 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 28.7wt% DMSO
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CS000246 _Replicate-1_Third titration:

Stored: S1406170.sfs

Sample weight: 0.74 mg

Acquisition time: 0.9 hrs
29 points: pH 1.5 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 21.2wt% DMSO
CS000246_Replicate-1_Factored concentrations

  1.04 mM X 39.1wt% S1406145-1
1.11 mM X 28.7wt% S1406161-1
0.87 mM X 21.2wt% S1406170-1
[image: image1.png]COSOLVENT PROFILE
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 3.57 + 0.07 (GOF=0.6, slope=—0.0261)
pK,(DMS0) = 0.96



[image: image2.png]COSOLVENT PROFILE
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 6.01 + 0.10 (GOF=2.0, slope=0.0154)
pK,(DMSO) = 7.56
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CS000246_Replicate-2_First titration: 
Stored: S1407092.sfs

Sample weight: 0.75 mg

Acquisition time: 1.2 hrs
26 points: pH 1.3 => pH 10.5
Selected: pH 2.5 => pH 10.0
Cosolvent: 40.8wt% DMSO
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CS000246_Replicate-2_Second titration:

Stored: S1407103.sfs

Sample weight: 0.75 mg                      
Acquisition time: 0.9 hrs
26 points: pH 1.4 => pH 10.5
Selected: pH 2.5 => pH 10.0
Cosolvent: 29.4wt% DMSO
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CS000246_Replicate-2_ Third titration:

Stored: S1407112.sfs

Sample weight: 0.75 mg

Acquisition time: 0.7 hrs
27 points: pH 1.6 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 22.5wt% DMSO
CS000246 _Replicate-2_Factored concentrations

2.51 mM X 40.8wt% S1407092-1
1.33 mM X 29.4wt% S1407103-1
0.79 mM X 22.5wt% S1407112-1
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pK,(DMSO) = 7.93
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S1406161
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S1406170
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S1407092
[image: image8.png]Tiant Crets/Cary-over

XA | 0.000000

VHO WOH  vORG

PH lonStr Buicap

Tie [SAMPLE 266

11
12
13
14
15
15
17
18
19
2
2
2
2
2
%

0612732 0.000000 0000000
0612732 0174771 0000000
0612732 0352417 0000000
0612732 0482375 0000000
0612732 0516271 0000000
0612732 0530542 0000000
0612732 0537854 0000000
0612732 05417 0000000
0612732 0543750 0000000
0612732 0544723 0000000
0612732 0545223 0000000
0612732 0545562 0000000
0612732 054572 0000000
0612732 0546125 0000000
0612732 0546708 0000000
0612732 0547750 0000000
0612732 054375 0000000
0612732 055750 0000000
0612732 0555500 0000000
0612732 0555875 0000000
0612732 0596250 0000000
0612732 0596604 0000000
0612732 0557021 0000000
0612732 0557500 0000000
0612732 059633 0000000
0612732 059942 0000000

20100000 0.0
20330000 0.0
22730000 0.0
26640000 0.0
29720000 0.0
32470000 0.0
35270000 0.0
38290000 0.0
41280000 0.0
44220000 0.0
47110000 0.0
50220000 0.0
53600000 0.0
57240000 0.0
61070000 0.0
64370000 0.0
69360000 0.0
75370000 0.0
1240000 0.0
6040000 0.0
91360000 0.0
96770000 0.0
101150000 00
104320000 00
107700000 00
110850000 00

11

10

g

8

7

6

pH 2
4

3

2

analsis.

TITRATION PLOT

VOL (mL)





S1407103
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S1407112
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