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                  pKa Development Report for CS000001
	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000001
	C11H10BrN3O
	280.1
	pKa
	2.08
	2.29
	2.19
	Cosolvent 
(Initial 60v% DMSO)


CS000001[image: image7.png]_Replicate-1_First titration:

Stored: S1309162.sfs

Sample weight: 0.93 mg

Acquisition time: 0.8 hrs
24 points: pH 1.7 => pH 10.8
Selected: pH 2.0 => pH 10.0
Cosolvent: 52.1wt% DMSO
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_Replicate-1_Second titration:

Stored: S1309171.sfs

Sample weight: 0.93 mg

Acquisition time: 0.5 hrs
25 points: pH 1.9 => pH 11.1
Selected: pH 2.0 => pH 10.0
Cosolvent: 40.5wt% DMSO
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17 0272667 027367 0000000 67970000 00

18 0272667 0273708 0000000 93830000 00

19 0272667 0273750 0000000 93430000 00

20 0272667 0273813 0000000 103530000 0.0 pH

Tie [Grited Cosolver Assay

21 0272667 027333 0.000000 10731 0000 0.0
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CS000001_Replicate-1_Third titration:

Stored: S1309174.sfs

Sample weight: 0.93 mg

Acquisition time: 0.5 hrs
25 points: pH 2.1 => pH 11.0
Selected: pH 2.0 => pH 10.0
Cosolvent: 31.1wt% DMSO
CS000001_Replicate-1_Factored concentrations

1.61 mM X 52.1wt% S1309162-1
1.78 mM X 40.5wt% S1309171-1
1.74 mM X 31.1wt% S1309174-1
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CS000001_Replicate-2_First titration: 
Stored: S1310095.sfs

Sample weight: 1.38 mg

Acquisition time: 1.1 hrs
27 points: pH 1.2 => pH 10.9
Selected: pH 2.0 => pH 10.0
Cosolvent: 32.4 0wt% DMSO
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CS000001_Replicate-2_Second titration:

Stored: S1310105.sfs

Sample weight: 1.38 mg                      
Acquisition time: 0.9 hrs
28 points: pH 1.3 => pH 11.0
Selected: pH 2.0 => pH 10.0
Cosolvent: 21.6wt% DMS0
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CS000001_Replicate-2_ Third titration:

Stored: S1310115.sfs

Sample weight: 1.38 mg

Acquisition time: 0.9 hrs
31 points: pH 1.4 => pH 10.9
Selected: pH 2.0 => pH 10.0
Cosolvent: 15.3wt% DMSO
CS000001_Replicate-2_Factored concentrations

2.77 mM X 32.4wt% S1310095-1
4.21 mM X 21.6wt% S1310105-1
2.48 mM X 15.3wt% S1310115-1
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S1309162                                      

[image: image13.png]Refine Equilibrium Constants and Related Factors
Tite [(niled Cosalvert Assay Prinay ey [131009
R S=eROF
Constent_Enor_Equation Basis  Evor Basis Data e 7
2593 +0077 BaHeiH 11826 01362 [0002346M) B 6 I
10361 +0000 COMH-HCD3 | 10000 20,0000 (D002346H) C1 g L
6295 0000 HCO3H-H2CD3 | 1.0000 400303 (0.000276M) €03 2L
3 L
5 L
Tk
(0]

>
>
M)
L
< |

=
S Enor  OsaFls Foc Evor Then DaiaFie 3 5 7 9
0163543 +0.0000080 10315 s0.0001 MLl p/—(
10817 200005 K0 1P|
e 5 BIERRUM PLOT
Ene
CompundCote [ — R 2
I o
Assay Medun  [Gsovem [T W Bl ;
1 Electrode [Restore’ =
Cosficent P Gt | Ny
vis s = ooeesese
s i
02 ioH N Y T T
3 5 7 9






S1309171
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S1309174
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S1310095

[image: image4.png]itration Data. [

Tiant Crets/Cary-over

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

035700 000000 0000000 17720000 80
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S1310105
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S1310115

[image: image6.png]Tiant Credts/Cary-over

XA | 0.000000
No. WHO  wKOH  ORG pH lonSl BufCap

2676521 110875 0000000 17080000 00
2616521 2128625 0000000 12730000 00
2616521 229417 0000000 20240000 00
2616521 2496021 0000000 23430000 00
2616521 2536083 0000000 27260000 00
2616521 2828083 0000000 30430000 00
2616521 2643750 0000000 33600000 00
2616521 2651167 0000000 36620000 00
2616521 2654729 0000000 38430000 00
2616821 265625 0000000 42440000 00
2816521 2857604 0000000 45280000 00 TITRATION PLOT
11 2616521 265167 0000000 48450000 00

12 2616521 2658473 0000000 52440000 00
13 2616521 265625 0000000 55080000 00
14 2616521 26570 0000000 57420000 00
15 2616521 26569 0000000 £0580000 00
16 2616521 2659042 0000000 £4340000 00
17 2618521 2659167 0000000 67350000 00
18 2616521 265271 0000000 71720000 00
19 2616521 2653364 0000000 76320000 00
20 2616521 265308 0000000 2050000 00
21 2616521 2653437 0000000 84780000 00
22 268521 265951 0000000 £E430000 00
23 2616521 2653625 0000000 $1620000 00
24 2616521 265375 0000000 34580000 00
5 266521 2660292 0000000 3780000 00
2 2816521 2660573 0000000 100580000 00
27 2618521 2662208 0000000 10310000 00
25 2616521 2664292 0000000 106710000 00
23 2618521 2667605 0000000 109570000 00

3 1R IR OOhm NIOW B g 5

2210 weights Cancel

Piegetin VOL (ml) m

Tie [Grited Cosolver Assay

i)
MG 1D N 000 S
T

e





















































































































































































































































Business Confidential                                        6/6

[image: image15.png]Refine Equi

jum Constants and Related Factors

Tile [nited Cosalvert Assay

Pinaiy Key [T310115

REGIOEs=rFI @

Constant_Evor_Equation Basis  Enor Basis DalaFil 7
2443 2 0067 16585 +0.1185 (0.001433M) & 6
9,930 +0.000 1.0000 +0.0000 (0.001433M] CI 5 H
6130 £ 0000 10000 20.0371 (0.000142M) CO3 aF
3L
5
S
AJa O =3
oW
-2
3k
_7F
_5 F
L
Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 3 5 7 9
0272340 +0.0000050 10315 s0.0001 MLl p H
T0317 200003 KGH
BJERRUM PLOT
3
Compound Cade [7 Temperatue [ 250 T Refloric St [ 023 M 2 r
Il Ptameters
BssayMedum  [Cofohvers [153 w% ;
Electrode [Restore’ =
Conficient s’ oo | Ny
02 s Carcel rgage oe aoe
22"
02 oM




