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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 CS000013
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000013
	C15H13ClN4S
	316.81
	pKa1
	4.48
	4.25
	4.37
	Cosolvent

(Initial 60v% DMSO)

	
	
	
	pKa2
	5.73
	5.54
	5.64
	


CS000013[image: image10.png]_Replicate-1_First titration:

Stored: S1322111.sfs

Sample weight: 0.96 mg

Acquisition time: 0.9 hrs
25 points: pH 1.1 => pH 10.6
Selected: pH 2.0 => pH 10.5
Cosolvent: 40.1wt% DMSO
[image: image11.png]ration Data.

Titan Cedis/Canyover Tite [SAMPLER3

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

3480583 2416417 0000000 20080000 00
34E0563 2761875 0000000 21680000 00
34E0563 2918437 0000000 23320000 00
3480563 3113708 0000000 28430000 00
34E0563 321875 0000000 31110000 00
34E0563 3205562 0000000 34710000 00
34E0563 325875 0000000 37160000 00
34E0563 3265667 0000000 40360000 00
34E0563 326975 0000000 43280000 00
34E0563 3270825 0000000 461 0000 00
3480563 327145 0000000 43650000 00 TITRATION PLOT
1 3460583 3272001 0000000 53100000 00

12 3460583 3272364 0000000 5E0000 00
13 3400583 3272646 0000000 £1060000 00
14 3400583 3273042 0000000 £5730000 00
15 J4e05E3 3272375 0000000 71020000 00
16 J4e0583 3273473 0000000 74370000 00
17 3460583 327353 0000000 79670000 00
18 J4e0583 3273648 0000000 84210000 00
19 3460583 3272723 0000000 BE260000 00
20 J4e0sE3 3273633 0000000 81470000 00
21 Jae0se3 3274125 0000000 35530000 00
22 Jaense: 3274667 0000000 39250000 00
23 Jao0sE3 3275521 0000000 102330000 00
24 J4o05E3 327558 0000000 105800000 00
25 J400583 3279104 0000000 108440000 00
2 J4e0563 3282973 0000000 111400000 00
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CS000013_Replicate-1_Second titration:

Stored: S1322121.sfs

Sample weight: 0.96 mg

Acquisition time: 0.8 hrs
27 points: pH 1.3 => pH 10.6
Selected: pH 2.0 => pH 10.5
Cosolvent: 29.7wt% DMSO
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CS000013_Replicate-1_Third titration:

Stored: S1322130.sfs

Sample weight: 0.96 mg

Acquisition time: 0.8 hrs
27 points: pH 1.7 => pH 10.8
Selected: pH 2.0 => pH 10.5
Cosolvent: 22.9wt% DMSO
CS000013_Replicate-1_Factored concentrations

0.16 mM X 40.1wt% S1322111-2
0.13 mM X 29.7wt% S1322121-2
0.12 mM X 22.9wt% S1322130-2
[image: image1.png]COSOLVENT PROFILE
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 5.73 + 0.03 (GOF=0.3, slope=0.0154)
pK,(DMSO) = 7.27




[image: image2.png]COSOLVENT PROFILE

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

pKo(H,0) = 4.48 + 0.13 (GOF=0.7, slope=—0.0414)
pK,(DMSO) = 0.34
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CS000013_Replicate-2_First titration: 
Stored: S1319134.sfs

Sample weight: 0.87 mg

Acquisition time: 0.9 hrs
22 points: pH 1.2 => pH 10.6
Selected: pH 2.0 => pH 10.5
Cosolvent: 46.4wt% DMSO
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CS000013_Replicate-2_Second titration:

Stored: S1318175.sfs

Sample weight: 0.87 mg                      
Acquisition time: 0.8 hrs
23 points: pH 1.5 => pH 10.7
Selected: pH 2.0 => pH 10.5
Cosolvent: 31.6wt% DMSO
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CS000013_Replicate-2_ Third titration:

Stored: S1318184.sfs

Sample weight: 0.87 mg

Acquisition time: 0.8 hrs
23 points: pH 1.6 => pH 10.9
Selected: pH 2.0 => pH 10.5
Cosolvent: 24.2wt% DMSO
CS000013_Replicate-2_Factored concentrations

0.73 mM X 46.4wt% S1319134-2
0.25 mM X 31.6wt% S1318175-2
0.41 mM X 24.2wt% S1318184-2
[image: image3.png]COSOLVENT PROFILE
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wtZ DMSO (H,0)=77
£(DMSO)=50

pKo(H;0) = 4.25 + 0.03 (GOF=0.1, slope=—0.0277)
pK,(DUSO) = 1.48




[image: image4.png]COSOLVENT PROFILE

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

pKo(H;0) = 5.54 + 0.03 (COF=0.2, slope=0.0224)
pKL(DUSO) = 7.77




S1322111

[image: image5.png]ration Data.

Titan Cedis/Canyover Tite [SAMPLER3

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

TEE1379 0000300 0000000 20100000 00
TEE1379 0424145 0000000 20830000 00
TEE1379 0320104 0000000 22620000 00
TEEI97 1317542 0000000 26960000 00
TEE1379 1405625 0000000 25770000 00
TEE1379 1445145 0000000 33080000 00
TEI979 1464333 0000000 3650000 00
TE1979 1472771 0000000 38530000 00
TEI79 1477233 0000000 43740000 00
TEGI7 1478812 0000000 47270000 00
T5E1379 1479500 0000000 50340000 0.0 TITRATION PLOT
115173 1473517 0000000 54370000 00

12 1581573 1480125 0000000 56140000 00
13 1581973 1480354 0000000 £1330000 00
14 1581573 1480542 0000000 £5550000 00
15 1581573 1480695 0000000 70230000 00
16 15173 1481313 0000000 76820000 00
17 151973 1481417 0000000 82230000 00
18 1581573 1481473 0000000 £E000000 00
19 1581973 1481542 0000000 33040000 00
20 1581573 1481604 0000000 3740000 00
21 1561973 148nce8 0000000 101830000 00
22 1581973 1481633 0000000 105130000 00
23 1581973 1482145 0000000 108570000 00
24 1581573 1482723 0000000 111850000 00
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S1322121

[image: image6.png]ration Data.

Tiant Credts/Cary-over

XA | 0.000000

VHO WOH  vORG

PH lonStr Buicap

Tite [SAMPLER3

2568979 1482723 0000000
2568979 1911833 0000000
2568979 2057313 0000000
2568979 2266042 0000000
2568979 2363973 0000000
2568979 2392021 0000000
2568979 2401750 0000000
2568979 2408188 0000000
2568979 2408625 0000000
2568979 2403875 0000000
2568979 2410563 0.000000
11 2568973 2417021 0000000
12 2568973 2411713 0000000
13 2568973 2411642 0000000
14 2568973 2411750 0000000
15 2568973 2412021 0.000000
16 2568973 2412223 0.000000
17 2568973 2412233 0000000
18 2568973 2412417 0.000000
19 2568973 2412473 0000000
20 2568973 2412562 0.000000
21 2568973 2412645 0.000000
22 2568973 2412792 0000000
23 2568973 2413167 0.000000
24 2568973 2413812 0000000
25 2568973 2414750 0.000000
2 2568973 2416417 0.000000
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23500000
26700000
3136 0000
35260000
3836 0000
41130000
4411 0000
469 0000
4996 0.000
5351 0000
57280000
60720000
6450 0000
68400000
72130000
76420000
81320000
85630000
90140000
94130000
751 0000
101340000
105020.000
108020000
111140000

00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00
00

O
T

M G U1 = 000 O

NOTE: black
data points
e assigned
2210 weights
inegression
analsis.

TITRATION PLOT

Cancel

Bl





S1322130
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S1319134

[image: image7.png]itration Data

Tiant Credts/Cary-over

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

0405729 0000000 0000000 20100000 00
0405729 0162375 0000000 21950000 00
0405723 0241479 0000000 23740000 00
0405729 0315417 0000000 27050000 00
0405729 0343250 0000000 30720000 00
0405729 0360867 0000000 3300000 00
0405723 0367437 0000000 36630000 00
0405723 037045 0000000 35970000 00
0405729 037135 0000000 4321 0000 00
0405723 0372625 0000000 4100000 00
0405729 0373000 0000000 50030000 00 TITRATION PLOT
1 0405723 033148 0000000 53700000 00

12 0405723 0372271 0000000 5E0B0000 00
13 0405723 03375 0000000 £2300000 00
14 0405723 037373 0000000 £6340000 00
15 0405723 0373633 0000000 73050000 00
16 0405723 034223 0000000 B7080000 00
17 0405723 034271 0000000 S3460000 00
18 0405723 034292 0000000 350000 00
19 0405723 0374333 0000000 10.4350000 00
20 0405723 0374417 0000000 109860000 00
21 0405723 O3Sz 0000000 112370000 00
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S1318175

[image: image8.png]Tiant Credts/Cary-over

XA | 0.000000
No. WHO  wKOH  ORG pH lonSl BufCap

7231000 0890042 0000000 20070000 00
231000 0315063 0000000 21930000 00
231000 035435 0000000 23440000 00
231000 1062729 0000000 28330000 00
231000 113038 0000000 30450000 00
231000 1145145 0000000 33320000 00
23000 1153104 0000000 38430000 00
231000 1757521 0000000 33980000 00
231000 175967 0000000 43950000 00
231000 1160729 0000000 48700000 00
7231000 118125 0000000 53670000 00 TITRATION PLOT
11 1231000 1762104 0000000 £0340000 00

12 1231000 176279 0000000 £5120000 00
13 1231000 176443 0000000 71510000 00
14 1231000 176453 0000000 75810000 00
15 1231000 1764667 0000000 20250000 00
16 1231000 1764750 0000000 4670000 00
17 1231000 1764233 0000000 £E630000 00
18 1231000 1764558 0000000 32530000 00
19 1231000 1765704 0000000 36430000 00
20 1231000 1765375 0000000 10.0040000 00
21 1231000 1768542 0000000 105620000 00
22 1231000 1763250 0000000 111850000 00
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S1318184

[image: image9.png]itration Data. [

Tiant Crets/Cary-over
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VHO  WKOH  VORG  pH  lonStr BuifCep.

TES6104 1169260 0000000 20060000 00
TES6104 1343560 0000000 2161 0000 00
TES6104 1420542 0000000 2360000 00
TES6104 1516867 0000000 26250000 00
TES6104 1567729 0000000 30560000 00
TES6104 1551750 0000000 33440000 00
TES6104 1569168 0000000 36370000 00
TES6104 153025 0000000 38170000 00
TES6104 153545 0000000 42740000 00
TES6I04 15SE750 0000000 47410000 00
7836104 1557479 0000000 52650000 0.0 TITRATION PLOT
1 169104 1598042 0000000 57610000 00

12 159104 1593313 0000000 £3640000 00
13 159104 160151 0000000 70360000 00
14 159104 1601771 0000000 75240000 00
15 159104 160128 0000000 79600000 00
16 159104 1601573 0000000 83330000 00
17 159104 1602063 0000000 87320000 00
18 159104 1602162 0000000 $1410000 00
19 159104 1602542 0000000 36560000 00
20 1598104 1803473 0000000 102090000 00
21 1598104 1505458 0000000 107110000 00
22 159104 1508633 0000000 111670000 00
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