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  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 CS000016

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000016
	C15H13N5O2S
	327.4
	pKa1
	3.80
	4.13
	3.97
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	6.12
	6.10
	6.11
	


[image: image11.png]CS000016_Replicate-1_First titration:

Stored: S1322141.sfs

Sample weight: 0.81 mg

Acquisition time: 1.0 hrs
26 points: pH 1.1 => pH 10.7
Selected: pH 2.5 => pH 10.5
Cosolvent: 34.2wt% DMSO
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CS000016_Replicate-1_Second titration:

Stored: S1322151.sfs

Sample weight: 0.81 mg

Acquisition time: 0.8 hrs
27 points: pH 1.3 => pH 10.7
Selected: pH 2.5 => pH 10.5
Cosolvent: 23.6wt% DMSO
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CS000016_Replicate-1_Third titration:

Stored: S1322160.sfs

Sample weight: 0.81 mg

Acquisition time: 0.9 hrs
30 points: pH 1.4 => pH 11.1
Selected: pH 2.5 => pH 10.5
Cosolvent: 17.0wt% DMSO
CS000016_Replicate-1_Factored concentrations

0.29 mM X 34.2wt% S1322141-2
0.47 mM X 23.6wt% S1322151-2
0.44 mM X 17.0wt% S1322160-2
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 3.80 ¢ 0.12 (GOF=0.9, slope=—0.0158)
pK,(DMSO) = 2.23
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10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77

£(DMS0)=50

pKo(H;0) = 6.12 + 0.01 (GOF=0.1, slope=0.0067)
pK,(DMSO) = 6.79
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CS000016_Replicate-2_First titration: 
Stored: S1323114.sfs

Sample weight: 0.90 mg

Acquisition time: 1.2 hrs
21 points: pH 1.2 => pH 10.5
Selected: pH 2.5 => pH 10.5
Cosolvent: 41.9wt% DMSO
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CS000016_Replicate-2_Second titration:

Stored: S1323130.sfs

Sample weight: 0.90 mg                      
Acquisition time: 0.7 hrs
23 points: pH 1.5 => pH 10.7
Selected: pH 2.5 => pH 10.5
Cosolvent: 30.5wt% DMSO
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CS000016_Replicate-2_ Third titration:

Stored: S1323134.sfs

Sample weight: 0.90 mg

Acquisition time: 0.8 hrs
26 points: pH 1.6 => pH 10.8
Selected: pH 2.5 => pH 10.5
Cosolvent: 23.4wt% DMSO
CS000016_Replicate-2_Factored concentrations

1.14 mM X 41.9wt% S1323114-2
0.87 mM X 30.5wt% S1323130-2
0.67 mM X 23.4wt% S1323134-2
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pKo(H;0) = 4.13 + 0.18 (GOF=1.1, slope=—0.0359)
pK,(DMSO) = 0.53
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pKo(H;0) = 6.10 + 0.04 (COF=0.4, slope=0.0075)
pK,(DMSO) = 6.85




S1322141
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S1322151
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S1322160
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S1323114
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[image: image9.png]ration Data.

Titan Cedis/Canyover Tite [SAHPLES

JFOHE | 0.000000
No. WHO  wKOH  ORG pH lonSl BufCap

10062 0E2BE 000N 20E00 00
100z 07z Dom 2reana 00
100z D77ads Dobmnm 300 00
100z Dorats DobMOm 2aana 00
100z Doteres Do 300000 00
100z Dabuie: Dobuom 340000 00
100z Do Dobmnm 37510000 00
1006z Dot Dobnm 4071 0000 00
100z Do Dobm §owa00 00
1008229 0.340375 0.000000 4887 0.000 0.0 TITRATION PLOT
"0z Dos DO S510D 00

11 10 Daiom oo 25000 00
1 0o Daiar oo ass 0o 00
15 0o Daim o0 70000 00
1i 0o Dok 00 7es 0000 00
15 0o Daies 00 41710000 00
1S 10 Datiem 000 5612000 00
17 0o Dot 000 305000 00
1o 10 Oair oo a%ir0o 00
15 10 Daiisse 000 351000 00
% {0ss Daies 0M0 1027s0000 G0
7 10 Daises 000 e 0000 00
% 10 Daiesss 00000 110580000 00

©
SO WRUION®OS o
T

NOTE: black

data points 0.0 1.0

e assigned

2ero weights =
e VoL (mL) [

analsis.

a





S1323134
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