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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 CS000002

	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000002
	C10H15N3O
	193.3
	pKa
	2.88
	2.90
	2.89
	Cosolvent 
(Initial 60v% DMSO)


[image: image9.png]CS000002_Replicate-1_First titration:

Stored: S1310130.sfs

Sample weight: 1.23 mg

Acquisition time: 0.8 hrs
23 points: pH 1.3 => pH 10.6
Selected: pH 2.0 => pH 10.0
Cosolvent: 42.7 wt% DMSO
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_Replicate-1_Second titration:

Stored: S1310135.sfs

Sample weight: 1.23 mg

Acquisition time: 0.5 hrs
23 points: pH 1.4 => pH 10.8
Selected: pH 2.0 => pH 10.0
Cosolvent: 32.0wt% DMSO
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 CS000002_Replicate-1_Third titration:

Stored: S1310142.sfs

Sample weight: 1.23 mg

Acquisition time: 0.6 hrs
26 points: pH 1.6 => pH 10.8
Selected: pH 2.0 => pH 10.0
Cosolvent: 24.5wt% DMSO
CS000002_Replicate-1_Factored concentrations

6.08 mM X 42.7wt% S1310130-1
3.01 mM X 32.0wt% S1310135-1
2.52 mM X 24.5wt% S1310142-1
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H,0) = 2.88 + 0.03 (COF=0.6, slope=—0.0124)
pK,(DMSO) = 1.64
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 CS000002_Replicate-2_First titration: 
Stored: S1310151.sfs

Sample weight: 0.93 mg

Acquisition time: 0.6 hrs
25 points: pH 1.4 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 40.5wt% DMSO
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 CS000002_Replicate-2_Second titration:

Stored: S1310162.sfs

Sample weight: 0.93 mg                      
Acquisition time: 0.9 hrs
28 points: pH 1.3 => pH 11.0
Selected: pH 2.0 => pH 10.0
Cosolvent: 30.5wt% DMSO
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 CS000002_Replicate-2_ Third titration:

Stored: S1310165.sfs

Sample weight: 0.93 mg

Acquisition time: 0.9 hrs
27 points: pH 1.5 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 23.3wt% DMSO
CS000002_Replicate-2_Factored concentrations

2.81 mM X 40.5wt% S1310151-1
2.14 mM X 30.5wt% S1310162-1
1.85 mM X 23.3wt% S1310165-1
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pKo(H;0) = 2.90 + 0.02 (GOF=0.3, slope=—0.0203)
pK,(DMSO) = 0.87
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S1310142
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[image: image7.png]Tiant Credts/Cary-over

[FOHR, | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

0366330 0533729 0000000 106 0,000 00
0366336 074042 0000000 20620000 00
0366330 0814845 0000000 22270000 00
0366330 0296563 0000000 25480000 00
0366336 0340354 0000000 23400000 00
0366336 035417 0000000 32160000 00
0366336 036125 0000000 35540000 00
0366336 0364729 0000000 36550000 00
0366330 036635 0000000 41430000 00
03630 03723 0000000 4491 0000 00
0366338 0367771 0000000 43040000 00 TITRATION PLOT
1 0368%E 0367968 0000000 52540000 00

12 03g8eE 036803 0000000 5E7E0000 00
13 Osgsae 0S6HIER 0000000 BOIE0000 00
14 038R 0S6E33 0000000 £3720000 00
15 0sgeae 0S68SE3 0000000 67450000 00
16 0sg8aE %6877 0000000 71300000 00
17 Osgsee 03654 0000000 75810000 00
18 0368% D368 0000000 82420000 00
19 03g8%E %6887 0000000 £9120000 00
20 sesee 0SSR 0000000 S5400000 00
21 Osesee 0368873 0000000 3900000 00
22 0s6ews 0363104 0000000 102880000 00
23 0368w 036300 0000000 106520000 00
24 0s6edm 057043 0000000 110880000 00

Tie [Grited Cosolver Assay

i)
MG 1D N 000 S
T

NOTE: black
data points 0.0 1.0
e assigned

2ero weights =
e VoL (mL) [

analsis.

a





S1310165

[image: image8.png]itration Data

Tiant Crets/Cary-over

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

T30750 0370438 0000000 13080000 00
340750 1122817 0000000 20950000 00
340750 113639 0000000 22350000 00
30750 1267021 0000000 2551 0000 00
340750 1310083 0000000 23500000 00
130750 132375 0000000 32360000 00
340750 133168 0000000 35630000 00
130750 1334338 0000000 38430000 00
340750 1336354 0000000 41580000 00
T 13775 0000000 44760000 00
340750 1338313 0000000 48430000 00 TITRATION PLOT
13075 133853 0000000 51880000 00

12 134075 13875 0000000 5530000 00
13 13075 13898 0000000 56370000 00
14 130075 139067 0000000 £230000 00
15 134075 133300 0000000 £6320000 00
16 1340750 133333 0000000 71620000 00
17 13075 130358 0000000 76320000 00
18 1340750 1340000 0000000 £1070000 00
19 134075 1340042 0000000 86730000 00
20 134075 1340083 0000000 31620000 00
21 13075 130188 0000000 35220000 00
22 13075 103 0000000 36320000 00
23 134075 1340604 0000000 101260000 00
24 134075 1341145 0000000 10.4240000 00
25 134075 1342208 0000000 107500000 00
% 13075 1343538 0000000 110880000 00

Tie [Grited Cosolver Assay

i)
MG 1D N 000 S

NOTE: back L
dats poirts

e ssined 1
zer0 weighis Cancel

e VoL (mL) [

analsis.

FE





















































































































































































































































Business Confidential                                        4/6

[image: image15.png]Refine Equilibrium Constants and Related Factors

Tile [nited Cosalvert Assay

Pinaiy Key [T370165

e BBzt B G Bass DataFie RESIOUALS PROFIE
2423 20055 BoH-EH 11143 +0.1013 (0.001658M) & 6
101093 0000 COH-HCD3 | 10000 200136 [0.000224M) CO3 5 |k
6199 £0.000 HCO3+H-HZCD3 ik
3
5 [
T L
AJa O
T b
o L
s b
3L
gt
L
Recon Tivant
Glsion M Eol  DataFle  Fader Enor Thant DetaFie 3 5 7 9
136511 200000040 10315 s0.0001 MLl p/—(
T0317 200003 KGH
BJERRUM PLOT
Compound Cade [7 Temperatue [ 250 T Refloric St [ 021 M 2
Il Ptameters
bssayMedum [Cogavent [233 W ;
Elctiode e K
Conficient s’ oo | Ny
37 s Cancel osecans acbe
32
07 oM




