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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 CS000017

	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000017
	C17H16N6O2S
	368.4
	pKa1
	3.51
	3.21
	3.36
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	6.09
	5.83
	5.96
	


[image: image11.png]CS000017_Replicate-1_First titration: 
Stored: S1322171.sfs

Sample weight: 0.93 mg

Acquisition time: 1.0 hrs
23 points: pH 1.2 => pH 10.7
Selected: pH 2.5 => pH 10.0
Cosolvent: 40.7 wt% DMSO
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CS000017_Replicate-1_Second titration:

Stored: S1322181.sfs

Sample weight: 0.93 mg

Acquisition time: 0.7 hrs
24 points: pH 1.4 => pH 10.8
Selected: pH 2.5 => pH 10.0
Cosolvent: 30.8wt% DMSO
[image: image13.png]Refine Eq;

jum Constants and Related Factors

Til [SAHPLER

Prinay Key [T322181

REGOEs=rFI @

Constant_Evor_Equation Basis Evor Basis DalaFil 7
6315 $0045 BsH=BH 04837 +0.0141 (0.000902M) & 6 I
3187 £0064 BHsH-BH2 1.0000 #0241 (0000027M) €03 5
10328 0000 CO3+H-HCD3
6263 0000 HCD3+H=H2C03 4
e
>k
Tk
AJa O 7
-1+
_2
3
_3
_5 |
T L
Recon Tiant
clnM_ Ero  DaaFle  Fedo G Tiwant DataFie 35 7 9
0083088 +0.0000026 10030 +0.0001 HCl p H
10917 200003 KOH
BJERRUM PLOT
4
Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M 3
It Paramelers
bssayMedm [Cobavent  [208 W .
2 b
Elstoce e 7
Cosficient Ralios'  Constants =
0442 » Cancel 1k
03956 k5 =
37 W Ny
o7 i T e
3 5 7 9




CS000017_Replicate-1_Third titration:

Stored: S1322185.sfs

Sample weight: 0.93 mg

Acquisition time: 0.7 hrs
25 points: pH 1.5 => pH 10.6
Selected: pH 2.5 => pH 10.0
Cosolvent: 24.1wt% DMSO
CS000017_Replicate-1_Factored concentrations

0.71 mM X 40.7wt% S1322171-1
0.44 mM X 30.8wt% S1322181-1
0.38 mM X 24.1wt% S1322185-1
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pRo(H0) = 3.51 2 0.04 (COF=0.5, slope=—0.0114)
pKo(DUSO) = 2.38
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 6.09 + 0.05 (GOF=1.2, slope=0.0089)
pK,(DMSO) = 6.98




[image: image14.png]Ref

e Equi

m Constants and Related Factors

Til [SAHPLER

Pinaiy Key [1322185

Constent Eror _Equation Basis  Eror Basis DataFie
£330 £0.042 B+ 05124 +0.0636 (0.000742M) B
3204 £0.090 BH+H=BH2 1.0000 01756 (0.000162M) CO3
10130 20000 CO3:H=HCD3
8207 £0000 HCO3#H=H2C03
fecon Titant
clion M Emor  Datafle  Fador Enor Twan DataFie
00067804 <0 0000610 0030 200001l
Y0917 200003 KOH
Compound Code [7 Temperature [ 250 T Reflonic St [ 021 M
Il Paremetrs
hssayMedum  [Cobavent 281 W
Elctiode e
Coefficient Ratios Constants it
%0 a Carcel
0020 ks
33 W
08 M

[SEVSIENG TN

£
: Q

GOF=1.7

RESIDUALS PROFILE

M/\%v.,ﬁs
WY

3 5 7 9
pH

BJERRUM PLOT




CS000017_Replicate-2_First titration: 
Stored: S1323092.sfs

Sample weight: 0.92 mg

Acquisition time: 0.9 hrs
22 points: pH 1.2 => pH 10.0
Selected: pH 2.5 => pH 10.0
Cosolvent: 43.0wt% DMSO
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CS000017_Replicate-2_Second titration:

Stored: S1323102.sfs

Sample weight: 0.92 mg                      
Acquisition time: 0.8 hrs
22 points: pH 1.5 => pH 10.2
Selected: pH 2.5 => pH 10.0
Cosolvent: 32.4wt% DMSO
[image: image16.png]Tile [SAMPLE7 Pimay Key [1323102 7 SOF=5.0
Constart_Enor_Equation Basis  Enor Basis DaaFie 6 ¥
6374 +0140 B 04407 +0.0571 (0.000861M) & 5T
2820 £0345 BHsH-BH2 1.0000 #9599 (0.000000M) €03 s
10388 0000 CO3+H-HCO3
6305 £0000 HCD3H=H2CD3 3 r
5k
Tk
AJg O
1k
—7
3+
_3
—5 |
=B B L
Recon Tiant
aEE g ©
00042230 20 0000060 10030 200001 HCI 5 2
10917 200003 KOH
4
Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M 3 r
It Patamelers a
AssayMedun  [Cosobvert |24 WX 2
Electode Fectors
Cosficent alios' ~ Constants it
0513 » Cancel 1
03909 k5 n
07 H
04 O H el
9




CS000017_Replicate-2_ Third titration:

Stored: S1323110.sfs

Sample weight: 0.92 mg

Acquisition time: 0.7 hrs
24 points: pH 1.4 => pH 10.4
Selected: pH 2.5 => pH 10.0
Cosolvent: 24.7wt% DMSO
CS000017_Replicate-2_Factored concentrations

0.30 mM X 43.0wt% S1323092-1
0.38 mM X 32.4wt% S1323102-1
0.23 mM X 24.7wt% S1323110-1
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pKo(H0) = 5.83 2 0.01 (COF=0.0, slope=0.0166)
pK,(DMSO) = 7.50
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