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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 CS000005
	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000005
	C16H18BrN3O
	348.2
	pKa
	4.39
	4.31
	4.35
	Cosolvent 
(Initial 60v% DMSO)


[image: image7.png]CS000005_Replicate-1_First titration:

Stored: S1313085.sfs

Sample weight: 0.91 mg

Acquisition time: 0.8 hrs
23 points: pH 1.1 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 44.8 wt% DMSO
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CS000005_Replicate-1_Second titration:

Stored: S1313095.sfs

Sample weight: 0.91 mg

Acquisition time: 0.6 hrs
24 points: pH 1.4 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 34.2wt% DMSO
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CS000005_Replicate-1_Third titration:

Stored: S1313102.sfs

Sample weight: 0.91 mg

Acquisition time: 0.6 hrs
24 points: pH 1.6 => pH 10.2
Selected: pH 2.0 => pH 10.0
Cosolvent: 26.2wt% DMSO
CS000005_Replicate-1_Factored concentrations

0.93 mM X 44.8wt% S1313085-1
0.73 mM X 34.2wt% S1313095-1
0.88 mM X 26.2wt% S1313102-1
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CS000005_Replicate-2_First titration: 
Stored: S1313165.sfs

Sample weight: 1.00 mg

Acquisition time: 0.8 hrs
23 points: pH 1.1 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 44.3wt% DMSO
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0448542 044975 0000000 45840000 00
0448542 0450271 0000000 43280000 0.0 TITRATION PLOT
1 04562 0450473 0000000 52420000 00
12 0448502 0450604 0000000 56330000 00
13 04852 0450668 0000000 £1020000 00
14 048502 04070 0000000 5310000 00
15 048502 0450654 0000000 £S200000 00
16 0452 0451042 0000000 73310000 00
17 Q452 0451145 0000000 79680000 00
18 04852 0451768 0000000 E4130000 00
19 0448582 0451208 0000000 £S30000 00
20 Qagsi2 0451223 0000000 S5530000 00
21 Qasgse2 0451250 0000000 101130000 00
22 Qagse2 045123 0000000 107870000 00
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CS000005_Replicate-2_Second titration:

Stored: S1313174.sfs

Sample weight: 1.00 mg                      
Acquisition time: 0.6 hrs
23 points: pH 1.4 => pH 10.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 33.7wt% DMSO
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CS000005_Replicate-2_ Third titration:

Stored: S1313181.sfs

Sample weight: 1.00 mg

Acquisition time: 0.6 hrs
25 points: pH 1.6 => pH 10.4
Selected: pH 2.0 => pH 10.0
Cosolvent: 25.9wt% DMSO
CS000005_Replicate-2_Factored concentrations

1.54 mM X 44.3wt% S1313165-1
1.35 mM X 33.7wt% S1313174-1
0.72 mM X 25.9wt% S1313181-1
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S1313102
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S1313165
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S1313174
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S1313181
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