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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 CS254
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS254
	C24H24N4O5
	448.5
	 pKa
	8.67
	 8.55
	     8.61
	Cosolvent 
(Initial 60v% DMSO)


[image: image9.png]CS254_Replicate-1_First titration:

Stored: S1415172.sfs

Sample weight: 1.04 mg

Acquisition time: 1.5 hrs
30 points: pH 0.5 => pH 11.0
Selected: pH 3.5 => pH 11.0
Cosolvent: 40.5wt% DMSO
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CS254_Replicate-1_Second titration:

Stored: S1415185.sfs

Sample weight: 1.04 mg

Acquisition time: 0.9 hrs
29 points: pH 1.1 => pH 11.6
Selected: pH 3.5 => pH 11.0
Cosolvent: 29.9wt% DMSO
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CS254_Replicate-1_Third titration:

Stored: S1415194.sfs

Sample weight: 1.04 mg

Acquisition time: 0.9 hrs
29 points: pH 1.3 => pH 11.5
Selected: pH 3.5 => pH 11.0
Cosolvent: 22.8wt% DMSO
CS254_Replicate-1_Factored concentrations

0.47 mM X 40.5wt% S1415172-1
0.37 mM X 29.9wt% S1415185-1
0.28 mM X 22.8wt% S1415194-1
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CS254_Replicate-2_First titration: 
Stored: S1416092.sfs

Sample weight: 1.39 mg

Acquisition time: 1.2 hrs
26 points: pH 0.7 => pH 11.3
Selected: pH 3.5 => pH 11.0
Cosolvent: 41.9wt% DMSO
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CS254_Replicate-2_Second titration:

Stored: S1416103.sfs

Sample weight: 1.39 mg                      
Acquisition time: 0.9 hrs
26 points: pH 1.2 => pH 11.4
Selected: pH 3.5 => pH 11.0
Cosolvent: 31.0wt% DMS0
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CS254_Replicate-2_ Third titration:

Stored: S1416113.sfs

Sample weight: 1.39 mg

Acquisition time: 0.9 hrs
25 points: pH 1.3 => pH 11.6
Selected: pH 3.5 => pH 11.0
Cosolvent: 23.7wt% DMSO
CS254_Replicate-2_Factored concentrations

0.71 mM X 41.9wt% S1416092-1
0.68 mM X 31.0wt% S1416103-1
0.51 mM X 23.7wt% S1416113-1
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S1415185
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S1415194
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S1416092
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S1416103
[image: image7.png]No.

Tiant Crets/Cary-over

XA | 0.000000

VHO WOH  vORG

PH lonStr Buicap

Tie [Sampie 256

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

7932750 1076938 0000000
1932750 132167 0000000
1932750 1502938 0000000
1932750 1673688 0000000
1932750 179333 0000000
1932750 1781854 0000000
1932750 1799167 0000000
1932750 1804063 0000000
1932750 1208750 0000000
1932750 180798 0000000
1932750 1208417 0000000
1932750 1208875 0000000
1932750 1210104 0000000
1932750 111145 0000000
1932750 111271 0000000
1932750 11139 0000000
1932750 111750 0000000
1932750 1212654 0000000
1932750 1214500 0000000
1932750 1216063 0000000
1932750 1217563 0000000
1932750 1218938 0000000
1932750 1220813 0000000
1932750 1823604 0000000
1932750 1828417 0000000
1932750 1236458 0000000

20100000
2184 0000
23430000
26770000
30730000
3361 0000
38150000
41350000
4550 0000
50430000
5554 0.000
60950000
67060000
74230000
78020000
81740000
6300000
97195 0000
6520000
100690.000
105140000
10830 0,000
11.2340.000

11551 0.000

11.8640.000

121430000

00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00

12
11

pH

— NG R UTD N 000 S

NOTE: black
data points
e assigned
2210 weights
inegression
analsis.

TITRATION PLOT

0.0

VOL (mL)

a





S1416113
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