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                   pKa Development Report for CS000004 
	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000004
	C14H12N3O3
	271.3
	pKa
	2.93
	2.65
	2.79
	Cosolvent 
(Initial 60v% DMSO)


[image: image9.png]CS000004_Replicate-1_First titration:

Stored: S1312115.sfs

Sample weight: 0.93 mg

Acquisition time: 1.0 hrs
24 points: pH 1.0 => pH 10.3
Selected: pH 2.0 => pH 10.0
Cosolvent: 44.2 wt% DMSO
[image: image10.png]Refine Equilibrium Constants and Related Factors.
Tile rited Cosolvet Aseay Pinay Key [1372135 RGO D

Constant_Evor_Equation Basis Evmor Basis DalaFil f

399 0084 AH-AH 06058 +0.1180 (0.001162M) A
10179 +0000 CO3:H=HCD3 | 1.0000 +0.0044 (0.000531M) CO3
6225 £0000 HCD3+H=H2C03

1
Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 35 7 9
111986 +0.0000510 10315 s0.0001 MLl p/—(

T0317 200003 KGH

BJERRUM PLOT

Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M

AssayMedun  [CoSahvert  [258 wik

Electrode
Cosffcient Ratios'  Constants
0521 a
10031 ks
21 H
01 oW

Inifal Parameters




CS000004_Replicate-1_Second titration:

Stored: S1312130.sfs

Sample weight: 0.93 mg

Acquisition time: 0.6 hrs
25 points: pH 1.3 => pH 10.6
Selected: pH 2.0=> pH 10.0
Cosolvent: 33.5wt% DMSO
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CS000004_Replicate-1_Third titration:

Stored: S1312133.sfs

Sample weight: 0.93 mg

Acquisition time: 0.7 hrs
26 points: pH 1.4 => pH 10.5
Selected: pH 2.7 => pH 10.0
Cosolvent: 25.8wt% DMSO
CS000004_Replicate-1_Factored concentrations

1.12 mM X 44.2wt% S1312115-1
1.11 mM X 33.5wt% S1312130-1
0.72 mM X 25.8wt% S1312133-1
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_Replicate-2_First titration: 
Stored: S1312165.sfs

Sample weight: 0.89 mg

Acquisition time: 0.8 hrs
25 points: pH 1.0 => pH 10.3
Selected: pH 3.0 => pH 10.0
Cosolvent: 45.3wt% DMSO
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CS000004_Replicate-2_Second titration:

Stored: S1312175.sfs

Sample weight: 0.89 mg                      
Acquisition time: 0.6 hrs
25 points: pH 1.4 => pH 10.6
Selected: pH 2.0 => pH 10.0
Cosolvent: 34.9wt% DMSO
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CS000004_Replicate-2_ Third titration:

Stored: S1312182.sfs

Sample weight: 0.89 mg

Acquisition time: 0.6 hrs
26 points: pH 1.6 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 26.8wt% DMSO
CS000004_Replicate-2_Factored concentrations

0.86 mM X 45.3wt% S1312165-1
0.98 mM X 34.9wt% S1312175-1
1.10 mM X 26.8wt% S1312182-1
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S1312115
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Tiant Crets/Cary-over
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VHO  WKOH  VORG  pH  lonStr BuifCep.

0456000 000000 0000000 20030000 00
0456000 0141125 0000000 21230000 00
0456000 0263750 0000000 23050000 00
0456000 0374804 0000000 26630000 00
0456000 0417337 0000000 30270000 00
0456000 0434521 0000000 3340000 00
0456000 0442479 0000000 36650000 00
0456000 044633 0000000 35630000 00
0456000 0448354 0000000 42830000 00
045000 0443708 0000000 45130000 00
045000 0450812 0000000 43730000 00 TITRATION PLOT
1 045000 0451708 0000000 53000000 00

12 045000 0452617 0000000 56220000 00
13 045000 0453148 0000000 £O50000 00
14 045000 0453633 0000000 4210000 00
15 045000 0454542 0000000 £ES30000 00
16 045000 0455333 0000000 73780000 00
17 045000 0455573 0000000 EE0000 00
18 045000 045062 0000000 £E330000 00
19 045000 045104 0000000 S4480000 00
20 045000 045146 0000000 39560000 00
21 0455000 045208 0000000 10.4000000 00
22 045000 045313 0000000 10730000 00
23 0456000 04539 0000000 111050000 00
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S1312130
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0772771 04539 0000000 20070000 00
0772771 0568500 0000000 2161 0.000 0.0
0772771 0832867 0000000 2311 0000 00
0772771 0707875 0000000 26200000 0.0
0772771 0747379 0200000 23950000 0.0
0772771 0762125 0200000 32670000 0.0
0772771 0769879 0000000 38080000 00
0772771 0773723 0200000 3800000 00
0772771 0776145 0000000 4130000 00
0772771 0777729 0000000 44750000 0.0
0772771 0779042 0200000 47740000 00 TITRATION PLOT
1 0772771 0760021 0000000 50830000 00

12 0772771 0780771 0000000 54240000 00
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16 0772771 0762667 0000000 70320000 00
17 0772771 0783313 0000000 77230000 00
18 0772771 0731 0000000 85450000 00
19 0772771 078353 0000000 32270000 00
20 0772771 0783604 0000000 37770000 00
21 0772771 0763667 0000000 101330000 00
22 0772771 07633 0000000 104570000 00
23 0772771 076423 0000000 108400000 00
24 0772771 0765104 0000000 111870000 00
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S1312133

[image: image5.png]itration Data
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TO81875 0785104 0000000 20080000 00
061875 78063 0000000 21720000 00
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15 1061675 1071167 0000000 £E530000 00
16 1061675 1072042 0000000 74020000 00
17 1061675 1072313 0000000 79220000 00
18 1061675 1072375 0000000 24080000 00
19 1061675 1072417 0000000 26330000 00
20 1061675 1072673 0000000 33230000 00
21 1061675 1072604 0000000 37200000 00
22 1061675 1072675 0000000 100480000 00
23 1061675 1073521 0000000 10.4250000 00
24 1061675 1074563 0000000 10.7500000 00
25 1061675 1076250 0000000 110340000 00
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S1312165
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S1312175
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0774500 0421042 0000000 20030000 00
0714500 0524250 0000000 21730000 00
0714500 OSBS54 0000000 23380000 00
0714500 053354 0000000 28480000 00
0714500 0SS0354 0000000 30350000 00
0714500 070542 0000000 33530000 00
0714500 0710063 0000000 36670000 00
0714500 071329 0000000 35680000 00
0714500 0715145 0000000 42530000 0.0
0714500 0716563 0000000 45730000 0.0
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24 0714500 0722563 0000000 112000000 00
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S1312182
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