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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 CS000027
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000027
	C11H13N5O2S
	279.3
	pKa1
	5.01
	5.26
	5.14
	Cosolvent 
(Initial 60v% DMSO)
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Stored: S1511163.sfs

Sample weight: 1.65 mg

Acquisition time: 0.9 hrs
26 points: pH 0.5 => pH 11.5
Selected: pH 3.5=> pH 10.5
Cosolvent: 41.0wt% DMSO
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Stored: S1511173.sfs

Sample weight: 1.65 mg

Acquisition time: 0.9 hrs
29 points: pH 1.0 => pH 11.7
Selected: pH 3.5 => pH 10.5
Cosolvent: 29.0wt% DMSO
CS000027_Replicate-1_Third titration:[image: image11.png]Refine Equilibrium Constants and Related Factors
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Stored: S1511182.sfs

Sample weight: 1.65 mg

Acquisition time: 0.9 hrs
29 points: pH 1.3 => pH 11.8
Selected: pH 3.5 => pH 10.5
Cosolvent: 22.0wt% DMSO
CS000027_Replicate-1_Factored concentrations

0.19 mM X 41.0wt% S1511163-1
0.13 mM X 29.0wt% S1511173-1
0.17 mM X 22.0wt% S1511182-1
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PKo(H0) = 5.01 + 0.08 (GOF=0.6, sfope=0.0213)
Pk (DMS0) = 7.14
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CS000027_Replicate-2_First titration: 
Stored: S1512085.sfs

Sample weight: 1.35 mg

Acquisition time: 1.2 hrs
27 points: pH 1.2 => pH 11.4
Selected: pH 3.5 => pH 10.5
Cosolvent: 42.0wt% DMSO
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CS000027_Replicate-2_Second titration:

Stored: S1512100.sfs

Sample weight: 1.35 mg                      
Acquisition time: 0.8 hrs
28 points: pH 1.4 => pH 11.5
Selected: pH 3.5 => pH 10.5
Cosolvent: 32.0wt% DMS0
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CS000027_Replicate-2_ Third titration:

Stored: S1512105.sfs

Sample weight: 1.35 mg

Acquisition time: 0.8 hrs
28 points: pH 1.6 => pH 11.4
Selected: pH 3.5 => pH 10.5
Cosolvent: 24.0wt% DMSO
CS000027_Replicate-2_Factored concentrations

0.12 mM X 42.0wt% S1512085-1
0.12 mM X 32.0wt% S1512100-1
0.14 mM X 24.0wt% S1512105-1
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S1511163
[image: image3.png]Tiant Credts/Cary-over

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

7214500 0000000 0000000 18080000 00
1214500 0564021 0000000 20110000 00
1214500 0765854 0000000 21630000 00
1214500 0362167 0000000 24350000 00
1214500 1085675 0000000 25910000 00
1214500 1122146 0000000 32050000 00
1214500 1138208 0000000 35290000 00
1214500 1146604 0000000 38140000 00
1214500 1150437 0000000 40970000 00

1214500 1152571 0000000 43820000 00 12 TITRATION PLOT
1214500 1153708 000000 45930000 0.0

11 1214500 1754500 0000000 51830000 00 11 F
12 1214500 1154317 0000000 56850000 00

13 1214500 1155271 0000000 £2130000 00

14 1214500 115598 0000000 £ 7580000 00

15 1214500 115633 0000000 77900000 00

16 1214500 1157000 0000000 63070000 00

17 1214500 1157063 0000000 7940000 00

18 1214500 1157125 0000000 92540000 00

19 1214500 1157208 0000000 95830000 00

20 1214500 1157313 0000000 101410000 G0 DH

Tile [SAHPLE C5000027

21 1214500 1717473 0.000000 105520000 0.0
22 1214500 17167833 0.000000 11.0250000 0.0
23 1214500 1756521 0.000000 113750000 0.0
2 1214500 170063 0.000000 117730000 0.0
25 1214500 17162333 0.000000 120780000 0.0

R Gl 1D~ 000 O
T

NOTE: back L
dats poirts

e ssined 1
zer0 weighis Cancel

e VoL (mL) [

analsis.

[l





S1511173
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S1511182
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S1512085
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S1512100
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S1512105
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