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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 CS272
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS272
	C12H10F4N3O3
	263.2
	pKa1
	6.21
	6.24
	6.23
	Cosolvent
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.68
	8.82
	8.75
	


[image: image11.png]CS272_Replicate-1_First titration:

Stored: S1428173.sfs

Sample weight: 1.25 mg

Acquisition time: 1.3 hrs
25 points: pH 0.5 => pH 11.2
Selected: pH 3.5=> pH 11.0
Cosolvent: 42.6wt% DMSO
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CS272_Replicate-1_Second titration:

Stored: S1428184.sfs

Sample weight: 1.25 mg

Acquisition time: 0.9 hrs
26 points: pH 0.8 => pH 11.3
Selected: pH 3.5 => pH 11.0
Cosolvent: 30.7wt% DMSO
CS272_Replicate-1_Third titration:[image: image13.png]Refine Equilibrium Constants and Related Factors
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Stored: S1428194.sfs

Sample weight: 1.25 mg

Acquisition time: 0.9 hrs
29 points: pH 1.3 => pH 11.6
Selected: pH 3.5 => pH 11.0
Cosolvent: 23.1wt% DMSO
CS272_Replicate-1_Factored concentrations

0.87 mM X 42.6wt% S1428173-1
0.78 mM X 30.7wt% S1428184-1
0.63 mM X 23.1wt% S1428194-1
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oKo(H0) = B8.68 + 0.04 (COF=0.8, slope=0.0164)
oKo(DMSO0) = 10.32
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CS272_Replicate-2_First titration: 
Stored: S1429085.sfs

Sample weight: 1.33 mg

Acquisition time: 1.5 hrs
25 points: pH 1.3 => pH 11.2
Selected: pH 3.5 => pH 11.0
Cosolvent: 49.6wt% DMSO
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CS272_Replicate-2_Second titration:

Stored: S1429103.sfs

Sample weight: 1.33 mg                      
Acquisition time: 0.8 hrs
26 points: pH 1.5 => pH 11.4
Selected: pH 3.5 => pH 11.0
Cosolvent: 39.4wt% DMS0
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CS272_Replicate-2_ Third titration:

Stored: S1429112.sfs

Sample weight: 1.33 mg

Acquisition time: 0.8 hrs
26 points: pH 1.8 => pH 11.6
Selected: pH 3.5 => pH 11.0
Cosolvent: 31.3wt% DMSO
CS272_Replicate-2_Factored concentrations

0.82 mM X 49.6wt% S1429085-1
0.77 mM X 39.4wt% S1429103-1
0.64 mM X 31.3wt% S1429112-1
[image: image3.png]COSOLVENT PROFILE

3 6\,\_\

Q.

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77

£(DMS0)=50

pRo(H0) = 6.24 2 0.01 (COF=0.2, slope=—0.0092)
pK,(DMS0) = 5.32




[image: image4.png]COSOLVENT PROFILE
11

101

10 20 30 40 50 60 70 80 90
wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H:0) = 8.82 + 0.01 (GOF=0.4, slope=0.0160)
pK,(DMSO) = 10.42




S1428173
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XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

0 7086473 0000000 0000000 2071 0000 0.0
1 1086473 0317729 DOODOOD 21230000 0.0
2 1086473 0580354 DOODODD 22330000 0.0
3 1086473 0817988 DOODODD 26150000 0.0
i
5

Tite [SAMPLE 272

1086473 0303000 0000000 23010000 00
1086473 059313 0000000 32370000 00

6 1085473 0376473 DOOTODD 35280000 00

7 1085473 038633 000T0DD 37370000 00

B 1085473 0334125 0O0D0DD 41190000 00

9 108473 039771 00ODODD 44160000 00 12 TITRATION PLOT

10 1096479 03934 0000000 47630000 00

11 1036479 0399313 0000000 52240000 00 11 F

12 1036479 1000042 0000000 56400000 00

13 1096479 1003104 0000000 4630000 00

14 1096479 1005479 0000000 70510000 00

15 1096479 1007675 0000000 78620000 00

16 1096479 1008333 0000000 4540000 00

17 1036479 1008723 0000000 S0070000 00

18 1096479 100343 0000000 95150000 00

19 1096479 1070833 0000000 93810000 00

20 1086473 1012833 0000000 104830000 0.0 pH

21 1088473 101489 0.000000 11.0670000 0.0
22 1088473 1016104 0.000000 115160000 0.0
23 1088473 1017223 0.000000 118210000 0.0
26 1088473 1018750 0.000000 12031 0000 0.0
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S1428184
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11 1570459 1747223 0000000 52510000 00 11 F
12 157045 1748021 0000000 56440000 00

13 1570459 1750333 0000000 £3300000 00

14 1570459 175304 0000000 71150000 00

15 1870459 1755333 0000000 73430000 00

16 1570459 1755542 0000000 63430000 00

17 1570459 1755813 0000000 67080000 00

16 1870459 175688 0000000 92050000 00

19 1570459 1758479 0000000 97200000 00

20 1870458 1760732 0000000 102730000 0.0 pH

21 1a70458 1762867 0.000000 107770000 0.0
22 1a70458 176418 0.000000 111050000 0.0
23 170458 1766775 0.000000 114320000 0.0
2 170458 1770083 0.000000 117430000 0.0
25 V7058 177643 0000000 120320000 0.0
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S1428194
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n Data

Titan Cedis/Canyover Tite [SAMPLE 272

XA | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

2660417 1776438 0000000 20130000 00
2660417 2025500 0000000 21660000 00
2660417 217183 0000000 23220000 00
2660417 2346042 0000000 26410000 00
2660417 2441683 0000000 30650000 00
2660417 2468813 0000000 33470000 00
2660417 2483657 0000000 36550000 00
2660417 2490354 0000000 33200000 00
2660417 2434313 0000000 4221 0000 00

2660417 2436354 0000000 45100000 00 12 TITRATION PLOT
2660417 2497657 000000 45610000 00

11 2860417 243853 0000000 5270000 00 11 F
12 2860417 2439354 0000000 5200000 00

13 2860417 2500833 0000000 53830000 00

14 2860417 2503473 0000000 £5920000 00

15 2860417 2505875 0000000 72160000 00

16 2860417 2505937 0000000 73200000 00

17 2860417 2507312 0000000 0G5 0000 00

18 2860417 2507687 0000000 B5350000 00

19 2860417 250883 0000000 9050000 00

20 2660417 2510521 0000000 8.4510000 00 pH

21 2660417 2513021 0000000 93810000 00
22 2660417 2514729 0.000000 103590000 0.0
23 2660417 2516729 0.000000 107150000 0.0
2 2660417 2513354 0.000000 11.0250000 0.0
25 2660417 2523750 0.000000 113340000 0.0
26 2660417 253093 0.000000 118180000 0.0
27 2660417 2544479 0.000000 119020000 0.0
2 2660417 2571208 0.000000 121830000 0.0
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S1429085
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0945875 0575633 0000000 24130000 00
034575 0704513 0000000 25850000 00
0345875 0764513 0000000 27260000 00
034575 083203 0000000 30240000 00
034575 086539 0000000 33400000 00
0345875 073000 0000000 36130000 00
034575 0GE000 0000000 36930000 00
034575 0883979 0000000 41930000 00
0345875 0891979 0000000 44300000 00
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15 0345975 0301333 0000000 61350000 00

16 0345975 030164 0000000 BE330000 00

17 0345975 03016% 0000000 £3570000 00

18 0345975 0302593 0000000 94310000 00

19 0345975 0304167 0000000 95240000 00

20 0345875 0306223 0000000 104550000 0.0 pH

21 034575 0907625 0.000000 108370000 0.0
22 034575 0908792 0.000000 112800000 0.0
23 03575 0910125 0.000000 118070000 0.0
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21 1256042 120339 0.000000 109550000 0.0
22 1296042 1205208 0.000000 11650000 0.0
23 1256042 1208146 0.000000 115770000 0.0
24 1296042 1213417 0.000000 118860000 0.0
25 1256042 1222667 0.000000 121770000 0.0
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