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pKa Development Report for CS276
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS276
	C10H9FN2O2S
	240.3
	pKa1
	2.27
	2.38
	2.33
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.88
	8.74
	8.81
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Stored: S1516111.sfs

Sample weight: 0.91 mg

Acquisition time: 0.6 hrs
18 points: pH 3.4 => pH 10.3
Selected: pH 3.5=> pH 10.0
Cosolvent: 62.0wt% DMSO
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Stored: S1516115.sfs

Sample weight: 0.91 mg

Acquisition time: 0.5 hrs
18 points: pH 3.3 => pH 10.2
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMSO
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Stored: S1516122.sfs

Sample weight: 0.91 mg

Acquisition time: 0.4 hrs
19 points: pH 3.4 => pH 10.3
Selected: pH 3.5 => pH 10.0
Cosolvent: 42.0wt% DMSO
CS276_Replicate-1_Factored concentrations

0.42 mM X 62.0wt% S1516111-1
0.79 mM X 54.0wt% S1516115-1
0.85 mM X 42.0wt% S1516122-1
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pKo(H;0) = 2.27 + 0.05 (GOF=0.9, slope=0.0161)
K (DMSO) = 3.88
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pK,(DMSO) = 10.84




CS276_Replicate-2_First titration: 
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Stored: S1516130.sfs

Sample weight: 0.58 mg

Acquisition time: 1.1 hrs
18 points: pH 3.1 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 62.0wt% DMSO
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CS276_Replicate-2_Second titration:

Stored: S1516140.sfs

Sample weight: 0.58 mg                      
Acquisition time: 0.5 hrs
18 points: pH 3.2 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMS0
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CS276_Replicate-2_ Third titration:

Stored: S1516143.sfs

Sample weight: 0.58 mg

Acquisition time: 0.4 hrs
19 points: pH 3.4 => pH 10.2
Selected: pH 3.5 => pH 10.0
Cosolvent: 42.0wt% DMSO
CS276_Replicate-2_Factored concentrations

0.49 mM X 62.0wt% S1516130-1
0.82 mM X 54.0wt% S1516140-1
0.76 mM X 42.0wt% S1516143-1
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pKo(H,0) = 2.38 + 0.13 (COF=3.2, slope=0.0134)
pK,(DMS0) = 3.72
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[image: image5.png]ration Data.

Tiant Credts/Cary-over

XA | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

0003750 0000000 0000000 33900000 00
0003750 0.000833 0000000 41630.000 0O
0003750 0001223 0000000 43330000 0O
0003750 0002104 0000000 47610.000 0O
0003750 0002438 0000000 52080.000 DO
0003750 0002545 0000000 55840.000 DO
0003750 0002771 0000000 E1430.000 0O
0003750 0002875 0000000 £5670.000 00
0003750 0.003000 0000000 £3830.000 DO
0003750 0.003104 0000000 7.4000.000 DO
0003750 0003187 0000000 7.8030.000 00
11 000FE0 0003292 0000000 62350000 00
12 0007E0 000339 0000000 §7650.000 00
13 000750 0003K00 0000000 92560000 00

14 0.007E0 0003804 0.0D0000 97010.000 00 TITRATION PLOT

Tite [SAMPLECS276

15 0003750 0.003732 0.000000 10.0890.000 0.0 11
17 0003750 0005542 0000000 103020000 00 10 [
9
8
pH{
6
5
4
ity 0.0 1.0
VoL (mL) =





S1516115
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S1516122
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S1516130
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S1516140
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Figure 1. LC/MS chromatogram of CS276 after titration
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