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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 CS268
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS268
	C10H9N3O5
	251.20
	pKa1
	8.47
	8.43
	8.45
	Cosolvent 
(Initial 60v% DMSO)


[image: image9.png]CS268_Replicate-1_First titration:

Stored: S1425090.sfs

Sample weight: 1.43 mg

Acquisition time: 1.6 hrs
32 points: pH 1.5 => pH 11.8
Selected: pH 4.0=> pH 10.8
Cosolvent: 37.0wt% DMSO
CS268_Replicate-1_Second titration:[image: image10.png]Refine Equilibrium Constants and Related Factors
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Stored: S1425104.sfs

Sample weight: 1.43 mg

Acquisition time: 1.0 hrs
29 points: pH 0.5 => pH 11.4
Selected: pH 4.0 => pH 10.8
Cosolvent: 26.0wt% DMSO
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Stored: S1425113.sfs

Sample weight: 1.43 mg

Acquisition time: 1.0 hrs
30 points: pH 0.7 => pH 11.6
Selected: pH 4.0 => pH 10.8
Cosolvent: 19.0wt% DMSO
CS268_Replicate-1_Factored concentrations

0.53 mM X 37.0wt% S1425090-1
1.06 mM X 26.0wt% S1425104-1
0.85 mM X 19.0wt% S1425113-1
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pKo(H,0) = 8.47 + 0.05 (GOF=0.5, slope=0.0158)
pKo(DMSO) = 10.05
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CS268_Replicate-2_First titration: 
Stored: S1425124.sfs

Sample weight: 1.30 mg

Acquisition time: 2.3 hrs
33 points: pH 1.5 => pH 11.7
Selected: pH 4.0 => pH 10.8
Cosolvent: 54.0wt% DMSO
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CS268_Replicate-2_Second titration:

Stored: S1425150.sfs

Sample weight: 1.30 mg                      
Acquisition time: 1.0 hrs
30 points: pH 0.5 => pH 11.5
Selected: pH 4.0 => pH 10.8
Cosolvent: 25.0wt% DMS0
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CS268_Replicate-2_ Third titration:

Stored: S1425160.sfs

Sample weight: 1.30 mg

Acquisition time: 1.0 hrs
30 points: pH 1.1 => pH 11.4
Selected: pH 4.0 => pH 10.8
Cosolvent: 18.0wt% DMSO
CS268_Replicate-2_Factored concentrations

0.43 mM X 35.0wt% S1425124-1
0.89 mM X 25.0wt% S1425150-1
0.70 mM X 18.0wt% S1425160-1
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[image: image3.png]Tiant Crets/Cary-over

XA | 0.000000
No. WHO  wKOH  ORG pH lonSl BufCap

758855 000000 00000 130000 00
1% Dot 000w 20120000 00
1% Doz ooom 270 00
1% 1o 0o sbed oo 00
1% i ooomm 2u0o 00
1% (4 oomm Szmooo 0o
1% (45 oomm skm0mo 00
1% (4 oomm 3o 0o 00
1% 14 oo 424 o0 00
1598958 1.480771 0.000000 4.6240.000 0.0 12 TITRATION PLOT
" o DO 45000 00

11 TS T4 o0 3381000 00

1o TS T4r om0 3711000 00
15 15 {4mers o0 o701 00 00
1§ 15 Jime o0 im0 00
15 TS {40 000 GoEr 000D 00
15 15 {4 000 &ros 000 00
17 TS {4 o0 Gdis0o 00
1o 15 {40 000 Gak 000 00
15 150 {4aesr 0000 700000 00
20 1598958 1491792 0.000000 73030000 0.0 p/_/

Tie [sample 265

21 1598958 143339 0.000000 77350000 00
22 159895 1434667 0.000000 B5IH0000 00
23 1598958 143539 0000000 90040.000 00
24 1598958 1436804 0.000000 93330000 00
25 159895 143667 0.000000 981D0.00D 00
26 1598958 1507500 0.000000 102000000 0.0
27 159895 1504646 0.000000 108330000 0.0
28 1598958 1506208 0.000000 111510000 0.0
29 1598958 1508042 0.000000 114520000 0.0

30 1598958 1510583 0000000 117440000 00 I

S TS0 150h dooum lumobn oo Cempne
gt el
analyss. 0





S1425104
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S1425113
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S1425124
[image: image6.png]ration Data.

Titan Cedis/Canyover Tie [SAMPLE 268

XA | 0.000000
No. WHO  wKOH  ORG pH lonSl BufCap

770 000000 00000 1310000 00
171%m Dsgzz 00w 200t oo 00
7S {7 oomm 2o01 0000 00
17Em i oomm 26l oo 00
17Em (ke ooomm smnoo 0o
17%m e oomm Szz0o0 00
17%m 6 oomm 3sm0o0 00
17Em 16 oom 3000 00
17%m 65 oomm $am0o0 00
1719500 1661292 0.000000 44630000 0.0 12 TITRATION PLOT
Vi \Suire DO 4780000 00

1 T feee o0 303000 00

1o 170 Teeets Q00 %6000 00
15 170 Tees 000 34000 00
16 17 Tecas Qo0 3670000 00
15 17 feeas o0 om0 00
15 17 femiz 000 G400 00
17 17 fes o0 66t 0o 00
1o 170 fees Q000 67580000 00
15 710 {oesesr 000 640000 00
20 1719500 1670813 0.000000 71510000 0.0 p/_/

21 171%00 1672271 0000000 77850000 00
22 171%00 1573229 0000000 8820000 00
23 171%00 1673875 0000000 90150000 00
24 171900 1674833 0.000000 93650000 00
25 171%00 1676775 0000000 97270.000 00
2 171900 157839 0.000000 101140000 0.0
27 171%00 1520292 0.000000 105380000 0.0
2 171900 1521604 0.000000 109080000 0.0
29 171900 152675 0.000000 112430000 0.0

3 1713500 1684354 0000000 11500000 0p  holtblck

311713500 1686723 0.000000 118130000 0.0 e

BRI — [
integession
anapsis VoL (mL) 0





S1425150
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S1425160
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