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  WuXi AppTec Co., Ltd.
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Telephone: 021-50461111     Fax: 021-50461000

pKa Development Report for CS000095
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000095
	C18H19N5O2S
	369.4
	pKa1
	3.68
	3.34
	3.51
	Cosolvent 
(Initial 80v% CH3OH)

	
	
	
	pKa2
	8.94
	8.71
	8.83
	


[image: image11.png]CS000095_Replicate-1_First titration: 
Stored: S1701133.sfs

Sample weight: 1.21 mg

Acquisition time: 1.4 hrs
35 points: pH 2.3 => pH 11.9
Selected: pH 2.5 => pH 10.5
Cosolvent: 63.9wt% CH3OH
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CS000095_Replicate-1_Second titration:

Stored: S1701150.sfs
Sample weight: 1.21 mg

Acquisition time: 1.4 hrs
35 points: pH 2.1 => pH 11.4
Selected: pH 2.5 => pH 10.5
Cosolvent: 50.3wt% CH3OH
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CS000095_Replicate-1_Third titration:

Stored: S1701162.sfs

Sample weight: 1.21 mg

Acquisition time: 1.0 hrs
31 points: pH 2.5 => pH 11.1
Selected: pH 2.5 => pH 10.5
Cosolvent: 39.3wt% CH3OH
CS000095_Replicate-1_Factored concentrations

1.30 mM X 63.9wt% S1701133-1
1.21 mM X 50.3wt% S1701150-1
0.87 mM X 39.3wt% S1701162-1
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wt% CH}OH &(Hz0)=77

£(CH30H)=30

pKo(H,0) = 3.68 + 0.05 (COF=1.1, slope=—0.0179)

pKo(CH3OH) = 1.89
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wt% CH}OH &(Hz0)=77

£(CH;0H)=30

pKo(H,0) = 8.94 + 0.02 (COF=0.9, slope=0.0065)
PK,(CHsOH) = 9.58
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CS000095_Replicate-2_First titration: 
Stored: S1701173.sfs
Sample weight: 1.13 mg

Acquisition time: 1.2 hrs
30 points: pH 2.3=> pH 11.3
Selected: pH 2.5 => pH 10.5
Cosolvent: 63.6wt% CH3OH
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CS000095_Replicate-2_Second titration:

Stored: S1701184.sfs

Sample weight: 1.13 mg                      
Acquisition time: 1.1 hrs
34 points: pH 2.0 => pH 11.4
Selected: pH 2.5 => pH 10.5
Cosolvent: 50.0wt% CH3OH 
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CS000095_Replicate-2_ Third titration:

Stored: S1701195.sfs

Sample weight: 1.13 mg

Acquisition time: 1.1 hrs
33 points: pH 2.0 => pH 11.4
Selected: pH 2.5 => pH 10.5
Cosolvent: 38.2wt% CH3OH 
CS000095_Replicate-2_Factored concentrations

1.35 mM X 63.6wt% S1701195-1
1.15 mM X 50.0wt% S1701184-1
0.86 mM X 38.2wt% S1701173-1
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pKo(H;0) = 3.34 + 0.16 (COF=4.6, slope=—0.0063)
PR, (CHyOH) = 2,71
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S1701150
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S1701162
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S1701173
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[image: image9.png]Titan Cedis/Canyover Tie [SAHPLE C50000%5
JEIGRE [ 0000600

VHO  WKOH  VORG  pH  lonStr BuifCep.

026335 0099104 0000000 23030000 00
026338 0123521 0000000 24000000 00
026338 015521 0000000 25120000 00
026338 0139125 0000000 27500000 00
026338 0224125 0000000 30200000 00
026338 0234337 0000000 32430000 00
026338 0241845 0000000 34740000 00
026338 0245854 0000000 3721 0.000 00
026338 024939 0000000 33650000 00
026338 0249337 0000000 42830000 00
026338 0250750 0000000 4270000 00 TITRATION PLOT
11 02933% 0251146 0000000 43620000 00 12
12 026339 025151 0000000 55520000 00
13 02339 0251667 0000000 £0050000 00 11
14 020339 025179 0000000 £4000000 00
15 02339 0251537 0000000 £7320000 00 10
16 028339 0252104 0000000 72280000 00 L
17 02339 0252208 0000000 76010000 00 9
18 020339 02523 0000000 79530000 00 a
19 020339 0253021 0000000 84170000 00
20 026339 025353 0000000 87210000 00 7
5 Gsme D 0w 9Ly 00 00 pH
6

22 028739 0255250 0.000000 91300.000 00
23 028339 0255771 0000000 92070.000 00

%1 02039 0248 000D 92390000 00 5 |
2 D oren noi ameeom 0
2 o oned noin soom 0 4t
2 0 oaon oomn asini o)
5 bEE Do Lol Zenis o) 3+
B ‘
2 0 drel Do MEOMO 80 wore
2 D Ore DOMOD NOROMO 00 ot 0.1 0.2
D toime torme oo Ilasoo oo 2easaned : : e
5 Soie towis voooes Tamooes oo zmoventts
pGe VoL (mL) =





S1701195

[image: image10.png]Titan Cedis/Canyover Tie [SAHPLE C50000%5
JEIGRE [ 0000600

VHO  WKOH  VORG  pH  lonStr BuifCep.

7007 T7EERS 000000 22T 00
S0 3Eame a0 300 b

37000 3t 000000 34adaom 0

3700 3rea oo 3an0m b

37000 3k 00000 3481 a0 05

34700 DiREr o000 37560080 05

3700 D4t o000 3431 a0m 05

S0 Di1sEr o000 37asaes 05

34700 DiTears o000 3ammaces o

0476000 0.420333 0.000000 4.2270.000 0.0 12 TITRATION PLOT
Sl iz BOY a0 00

11 0478000 0422542 0.000000 51830.000 00 11 +
13 Sifeamn aissrn ooma 331000 0o

15 Difeamn aissms bomi 3533000 00

14 Difeamn aisie bomi e300 0o

13 Diean aisses bomi &738000 00

12 Diean aisso boma 7132000 0o

17 Sifeamn aissy ooma 7312000 0o

1o Dienmn aianwr ooma 73000 00

13 Difenmn asigos bomi a383000 0o

20 0476000 0425292 0.000000 86160.000 0.0 H
5 G Gis o S 0 Jo)

5 iean aia7es boma Sos000 00

5 ifean aismoo ooma 31at00% 0o

51 ieann oo bomi 333000 00

53 i auasis ooma 351000 00

% it aisisre Do 101000 00

5 ieomn aisers oo 1okeoom 00

% i aissoes oo 1a713000 00

53 DT vt voooe ToaRoa 00 o , .
% it ae7is boommd 1ioniooes 0o NOTE:bes

3 Difeamn aisiss oo 11354000 00 » 0.3 0.4

% 0476000 0456225 0ODOOOD 1TE020000 00 X Eered Cancel

e VoL (mL) [

analsis.

R Gl 10 I 00O O
T

e





















































































































































































































































Business Confidential                                        1/6

[image: image17.png]Refine Equilibrium Constants and Related Factors

Tite [SAMPLE-CS000095

Pinaiy Key [T7071%5

Constart_Enor_Equation Basis  Enor Basis DaaFie REZIDUALS PROFILE
3207 20024 17334 +0.0186 (0.000478M) B 7
3174 £0035 1.0000 #0078 (0000030M) €03 & |k
9881 £0000
6292 £0.000 5
b
3 b
> L
Tk
AJg O
ok
=2
3
_1
T S R
Recon Tiant
clnM_ Ero  DaaFle  Fedo G Tiwant DataFie 35 7 9
0008242 +0.0000020 5655 +0.0001 MLl p H
110856 200004 KOH
BJERRUM PLOT
Compound Cade [7 Temperatue [ 250 T Ref loric St [ 016 M 3
It Paramelers
bssayMedum [Cobaent  [382 W
2 b
Electode Fectors
Cosficient Ralios'  Constants =
0183 » Cancel 1k
110005 K5 =
27 W Ny
oo T T
3 5 7 9




