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

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000010
	C18H17N3OS
	323.4
	pKa
	3.83
	3.65
	3.74
	Cosolvent 
(Initial 60v% DMSO)


[image: image9.png]CS000010_Replicate-1_First titration:

Stored: S1314170.sfs

Sample weight: 0.87 mg

Acquisition time: 0.7 hrs
24 points: pH 1.2 => pH 10.6
Selected: pH 2.0 => pH 10.5
Cosolvent: 46.7wt% DMSO
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CS000010_Replicate-1_Second titration:

Stored: S1314175.sfs

Sample weight: 0.87 mg

Acquisition time: 0.6 hrs
24 points: pH 1.4 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 34.0wt% DMSO
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CS000010_Replicate-1_Third titration:

Stored: S1314183.sfs

Sample weight: 0.87 mg

Acquisition time: 0.7 hrs
28 points: pH 1.5 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 25.7wt% DMSO
CS000010_Replicate-1_Factored concentrations

1.39 mM X 46.7wt% S1314170-1
1.22 mM X 34.0wt% S1314175-1
0.88 mM X 25.7wt% S1314183-1
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pKo(H;0) = 3.83 + 0.10 (GOF=0.7, slope=—0.0447)
pKo(DMSO) = —0.64





CS000010_Replicate-2_First titration: [image: image12.png]Tile [nited Cosalvert Assay

Primay Key [1314175

Constant_Evor_Equation Basis  Evor Basis DalaFil
2162 20203 BAH-EH 10385 +0.3801 (0.001170M) &
10444 +0.000 CO3+H=HCD3 | 1.0000 0.0087 (0.000301M) CO3
6327 0000 HCD3+H=H2C03
Recon Tizant
cilalon, M Evor  DataFil Faclor _Enor_Titant_DataFie
00044557 +0.0000090 T.0227 00001 HO)
10317 200003 KOH
Compound Cade [7 Temperatue [ 250 T Refloric St [ 020 M

AssayMedun  [CoSahvert 340 wik

Electrode
Constants
0508 a
09926 k5
24 |
00 oK

Coefficient Ralos'

Inifal Parameters

Restare.
i

[SEVSIENG TN

£
q

[
DU N =

BJERRUM PLOT





Stored: S1317113.sfs

Sample weight: 0.87 mg

Acquisition time: 1.1 hrs
22 points: pH 1.2 => pH 10.5
Selected: pH 2.0 => pH 10.5
Cosolvent: 41.6wt% DMSO
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Stored: S1317123.sfs

Sample weight: 0.87 mg                      
Acquisition time: 0.6 hrs
22 points: pH 1.4 => pH 10.7
Selected: pH 2.0 => pH 10.5
Cosolvent: 31.0wt% DMSO
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CS000010_Replicate-2_ Third titration:

Stored: S1317131.sfs

Sample weight: 0.87 mg

Acquisition time: 0.7 hrs
23 points: pH 1.6 => pH 10.7
Selected: pH 2.0 => pH 10.5
Cosolvent: 24.2wt% DMSO
CS000010_Replicate-2_Factored concentrations

1.60 mM X 41.6wt% S1317113-1
1.01 mM X 31.0wt% S1317123-1
1.15 mM X 24.2wt% S1317131-1
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pK,(DMSO) = —0.75




S1314170
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Tiant Credts/Cary-over

XA | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

030500 0000000 0000000 20230000 00
0360500 0131167 0000000 21970000 00
0360500 0223542 0000000 23750000 00
0360500 0300167 0000000 26670000 00
0360500 0335000 0000000 30630000 00
0360500 0346521 0000000 33930000 00
030500 0351771 0000000 37100000 00
0360500 0354063 0000000 33650000 00
0360500 035312 0000000 42630000 00
0360500 03517 0000000 45750000 00
0360500 035229 0000000 43000000 0.0 TITRATION PLOT
1 0360500 033S 0000000 52460000 00

12 0360500 034 0000000 5630000 00
13 0360500 03500 0000000 £1020000 00
14 0360500 03653 0000000 £5740000 00
15 0360500 03702 0000000 £S730000 00
16 0360500 03ES3 0000000 73300000 00
17 0360500 0357104 0000000 78620000 00
18 0360500 037148 0000000 83430000 00
19 0360500 037168 0000000 £E%0000 00
20 0360500 037208 0000000 34310000 00
21 0360500 037223 0000000 101530000 00
22 0360500 037250 0000000 106330000 00
23 030500 03723 0000000 111650000 00
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S1314175
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[FOHR, | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

0761479 0357250 0000000 20080000 00
0761473 0514317 0000000 21630000 00
0761473 0813104 0000000 23750000 00
0761473 087088 0000000 26320000 00
0761473 0706667 0000000 30710000 00
0761473 0719042 0000000 33250000 00
0761473 0724875 0000000 36380000 00
0761473 0727845 0000000 38530000 00
0761473 072889 0000000 42250000 00
0761473 0729604 0000000 4550000 00
0761479 072935 0000000 43580000 00 TITRATION PLOT
11 0761473 0730704 0000000 53150000 00

12 0761473 0730208 0000000 5E7E0000 00
13 0761473 0730313 0000000 £0BD0000 00
14 0761473 0730500 0000000 £4380000 00
15 0761473 0730973 0000000 £9770000 00
16 0761473 0731417 0000000 75180000 00
17 0761473 0731521 0000000 £0D1 0000 00
18 0761473 073153 0000000 87030000 00
19 0761473 073153 0000000 33650000 00
20 0761473 0731604 0000000 3930000 00
21 0761473 073667 0000000 103570000 00
22 0761473 073E75 0000000 108850000 00
23 0761473 0732708 0000000 111370000 00
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S1314183
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Tiant Credts/Cary-over
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No. WHO  wKOH  ORG pH lonSl BufCap

705229 0732708 0000000 20030000 00
7056229 084839 0000000 21750000 00
7056229 030986 0000000 23200000 00
7056229 0376729 0000000 26040000 00
7056229 1015854 0000000 25780000 00
056229 1029854 0000000 33140000 00
7056229 1035604 0000000 35660000 00
056229 1038845 0000000 38440000 00
056229 1040521 0000000 41230000 00
%229 104145 0000000 43640000 00
7056229 1042063 0000000 48240000 0.0 TITRATION PLOT
11095223 1042458 0000000 45770000 00

12 1095223 1042688 0000000 52540000 00
13 1095223 1042675 0000000 5570000 00
14 1095223 1043104 0000000 59390000 00
15 1095223 1043473 0000000 £3340000 00
16 1095223 1044748 0000000 £E030000 00
17 1095223 1044625 0000000 72560000 00
18 1095223 1044833 0000000 76740000 00
19 1095223 1044895 0000000 81350000 00
20 1095223 104493 0000000 £E520000 00
21 1095223 1044573 0000000 33630000 00
22 1095223 1045063 0000000 37100000 00
23 1095223 1045223 0000000 100180000 00
24 1095223 1045583 0000000 103110000 00
25 1095223 1046375 0000000 106910000 00
% 1095223 104743 0000000 109830000 00
27 1095223 1043250 0000000 112850000 00
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S1317113
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0579437 0000000 0000000 20030000 00
087937 0167125 0000000 2030000 00
087967 0E21 0000000 22570000 00
087903 044321 0000000 25650000 00
087937 043435 0000000 23030000 00
087937 051375 0000000 3231 0000 00
087937 0522145 0000000 35580000 00
087937 0526187 0000000 3301 0.000 00
087937 0527812 0000000 42030000 00
087937 0528708 0000000 45530000 00
057937 0529125 0000000 50570000 00 TITRATION PLOT
1 05733 05312 0000000 54330000 00

12 05733 053417 0000000 59050000 00
13 05733 05342 0000000 £2740000 00
14 05733 053771 0000000 £E530000 00
15 05733 05033 0000000 72130000 00
16 05733 05042 0000000 E37D0000 00
17 05733 05083 0000000 S0000000 00
18 05733 0SNTH 0000000 37140000 00
19 05733 053167 0000000 102570000 00
20 05733 053223 0000000 106840000 00
21 05733 0534 0000000 110250000 00
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S1317123
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No. WHO  wKOH  ORG pH lonSl BufCap

0369771 0531354 0000000 20060000 00
0363771 0852125 0000000 21900000 00
0363771 0764880 0000000 23500000 00
0363771 023967 0000000 26760000 00
0363771 0873563 0000000 30500000 00
0363771 088629 0000000 33630000 00
0363771 0891833 0000000 37140000 00
0363771 0854521 0000000 40570000 00
0363771 0895750 0000000 44230000 00
0363771 0896417 0000000 48640000 00
0369771 0896729 0000000 54550000 00 TITRATION PLOT
11 0363771 0E%ES4 0000000 56450000 00

12 0363771 087042 0000000 £2120000 00
13 0363771 0E7H00 0000000 7080000 00
14 0363771 0843 0000000 75140000 00
15 0363771 D8RS 0000000 81030000 00
16 0363771 0853 0000000 87380000 00
17 0363771 08604 0000000 33810000 00
18 0363771 0ERESE 0000000 3E7EO000 00
19 0363771 0870 0000000 102730000 00
20 0363771 089104 0000000 106530000 00
21 0363771 0300063 0000000 110310000 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.

g





S1317131
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1327750 116918 0000000 28520000 00
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18 132775 123021 0000000 34230000 00
19 132775 123125 0000000 3750000 00
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20 132775 1235613 0000000 106540000 00
22 1327 1237667 0000000 110300000 00
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