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pKa Development Report for CS271
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS271
	C11H8F4N2O3
	292.2
	pKa1
	2.86
	3.06
	2.96
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	8.02
	8.03
	8.03
	


[image: image14.png]CS271_Replicate-1_First titration:

Stored: S1515135.sfs

Sample weight: 0.80 mg

Acquisition time: 0.7 hrs
19 points: pH 3.0 => pH 10.0
Selected: pH 3.5=> pH 10.0
Cosolvent: 61.9wt% DMSO
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CS271_Replicate-1_Second titration:

Stored: S1515144.sfs

Sample weight: 0.80 mg

Acquisition time: 0.4 hrs
19 points: pH 3.1 => pH 10.0

Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMSO
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CS271_Replicate-1_Third titration:

Stored: S1515150.sfs

Sample weight: 0.80 mg

Acquisition time: 0.5 hrs
18 points: pH 3.2 => pH 10.2
Selected: pH 3.5 => pH 10.3
Cosolvent: 42.9wt% DMSO
CS271_Replicate-1_Factored concentrations

1.08 mM X 61.9wt% S1515135-6
0.86 mM X 54.0wt% S1515144-6
0.64 mM X 42.9wt% S1515150-6
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CS271_Replicate-2_First titration: 
Stored: S1515170.sfs

Sample weight: 0.82 mg

Acquisition time: 0.5 hrs
18 points: pH 3.5 => pH 10.5
Selected: pH 3.5 => pH 10.0
Cosolvent: 62.0wt% DMSO
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CS271_Replicate-2_Second titration:

Stored: S1515174.sfs

Sample weight: 0.82 mg                      
Acquisition time: 0.4 hrs
19 points: pH 3.2 => pH 10.0
Selected: pH 3.5 => pH 10.0
Cosolvent: 54.0wt% DMS0
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CS271_Replicate-2_ Third titration:

Stored: S1515180.sfs

Sample weight: 0.82 mg

Acquisition time: 0.4 hrs
21 points: pH 3.3 => pH 10.4
Selected: pH 3.5 => pH 10.0
Cosolvent: 43.0wt% DMSO
CS271_Replicate-2_Factored concentrations

0.97 mM X 62.0wt% S1515170-1
0.86 mM X 54.0wt% S1515174-1
0.69 mM X 43.0wt% S1515180-1
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S1515144
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S1515150
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S1515170
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S1515174
[image: image9.png]Titan Cedis/Canyover it [E5277

XA | 0.000000

VHO  WKOH  VORG  pH  lonStr BuifCep.

0075563 0008563 0000000 3734 0.000 00
0015563 0008542 0000000 38340.000 0O
0015563 0.00385¢ 0000000 40550.000 00
0015563 0011375 0000000 43630.000 0O
0015563 0012260 0000000 47080.000 DO
0015563 0012667 0000000 E0E0.000 DO
0015563 0012973 0000000 5364 0.000 00
0015563 0013223 0000000 67200000 00
0015563 0013438 0000000 £1330.000 00
0015663 0013625 0000000 EE250.000 00
0015563 0013732 0000000 7.0900.000 00
11 OOTESE3 0013917 0000000 75250000 00
12 O0TEE3 0014021 0000000 73560.000 00
13 OOTEE3 0014125 0000000 6.4570.000 00
14 OOTEE3 0014229 0000000 BE7I0.000 00
15 O01EE3 0014375 0000000 92760000 00

16 OOTEE3 0014667 0.0D0000 9E560.000 00 10 TITRATION PLOT

:r
HE T
prig r
e[
Al

data points 0.0 1.0

B voL (mi) [





S1515180
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Figure 1. LC/MS chromatogram of CS271 after titration
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