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                  pKa Development Report for CS000009
	Compound ID
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa 
	Comments

	CS000009
	C15H14F3N3O2
	325.3
	pKa
	3.80
	3.55
	3.68
	Cosolvent 
(Initial 60v% DMSO)


CS000009[image: image8.png]_Replicate-1_First titration:

Stored: S1314120.sfs

Sample weight: 0.80 mg

Acquisition time: 0.8 hrs
24 points: pH 1.2 => pH 10.5
Selected: pH 2.0 => pH 10.0
Cosolvent: 43.4 wt% DMSO
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CS000009_Replicate-1_Second titration:

Stored: S1314131.sfs

Sample weight: 0.80 mg

Acquisition time: 0.6 hrs
24 points: pH 1.4 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 32.6wt% DMSO
[image: image10.png]ation Data.

Tiant Credts/Cary-over

XA | 0.000000

No. WHO  wKOH  ORG pH lonSl BufCap

0 0439229 000000 0000000 20700000 80
1 0439229 015033 0000000 21050000 00
2 0439229 029379 0000000 22830000 00
3 0439229 0402337 0000000 28370000 00
4 043929 0437479 0000000 25370000 00
5 0439229 045367 0000000 32560000 00
6 0439229 0460437 0000000 3531 0000 00
7 043929 0464354 0000000 IED00N0 00
8 0439229 0486167 0000000 41600000 00
9 0439229 0467042 0000000 44530000 00
10 0493223 0467458 0000000 46130000 00 TITRATION PLOT
1 0433223 047648 0000000 51630000 00

12 0493223 0467750 0000000 56240000 00
13 049223 04783 0000000 £0720000 00
14 0493223 0467695 0000000 £5030000 00
15 0493223 0468021 000000 9150000 00
16 0493223 0462223 0000000 73180000 00
17 0493223 0468313 0000000 79880000 00
18 0493223 0468333 0000000 8580000 00
19 049323 0468354 0000000 32430000 00
20 043223 0468375 0000000 35230000 00
21 049223 04639 0000000 10.4770000 00
22 049223 046843 0000000 106340000 00
23 043223 0468500 0000000 110850000 00
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CS000009_Replicate-1_Third titration:

Stored: S1314134.sfs

Sample weight: 0.80 mg

Acquisition time: 0.6 hrs
26 points: pH 1.5 => pH 10.7
Selected: pH 2.0 => pH 10.0
Cosolvent: 25.0wt% DMSO
CS000009_Replicate-1_Factored concentrations

1.28 mM X 43.4wt% S1314120-1
1.07 mM X 32.6wt% S1314131-1
0.63 mM X 25.0wt% S1314134-1
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pKo(H;0) = 3.80 ¢ 0.02 (COF=0.1, slope=—0.0490)
pKo(DMSO) = —1.09
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CS000009_Replicate-2_First titration: 
Stored: S1314144.sfs

Sample weight: 0.95 mg

Acquisition time: 0.9 hrs
22 points: pH 1.1 => pH 10.0
Selected: pH 2.0 => pH 10.0
Cosolvent: 45.3wt% DMSO
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CS000009_Replicate-2_Second titration:

Stored: S1314153.sfs

Sample weight: 0.95 mg                      
Acquisition time: 0.6 hrs
23 points: pH 1.3 => pH 10.3
Selected: pH 2.0 => pH 10.0
Cosolvent: 34.6wt% DMSO
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_Replicate-2_ Third titration:

Stored: S1314161.sfs

Sample weight: 0.95 mg

Acquisition time: 0.6 hrs
25 points: pH 1.5 => pH 10.4
Selected: pH 2.0 => pH 10.0
Cosolvent: 26.6wt% DMSO
CS000009_Replicate-2_Factored concentrations

1.18 mM X 45.3wt% S1314144-1
0.89 mM X 34.6wt% S1314153-1
0.54 mM X 26.6wt% S1314161-1
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pKo(H;0) = 3.55 + 0.04 (COF=0.4, slope=—0.0372)
pKo(DMSO) = —0.16




S1314120
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S1314131
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0856000 0469500 0000000 2007 0,000 00
0856000 009042 000000 21840000 00
0856000 0872563 0000000 23300000 00
0856000 074035 0000000 26250000 00
0856000 077735 0000000 30140000 00
0856000 0730438 0000000 33230000 00
0856000 0736417 0000000 36530000 00
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S1314134
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718583 02060 0000000 20030000 00
185833 0317542 0000000 21750000 00
185833 0377860 0000000 23130000 00
1883 1043338 0000000 259650000 00
18583 1084752 0000000 23900000 00
185833 1098313 0000000 33020000 00
1883 1104373 0000000 35730000 00
185833 1107479 0000000 38570000 00
1883 1109125 0000000 4130000 00
183 1110021 0000000 44130000 00
7186833 1110500 0000000 47120000 00 TITRATION PLOT
11765633 1710771 0000000 50340000 00

12 1765633 1710358 0000000 53770000 00
13 1765633 1717704 0000000 57800000 00
14 1765633 1711292 0000000 £1560000 00
15 1765633 1711604 0000000 £6320000 00
16 1765633 1712021 0000000 72150000 00
17 1765633 1712125 0000000 78130000 00
18 1765633 1712167 0000000 £4300000 00
19 1765633 1712208 0000000 $0520000 00
20 1765633 1712250 0000000 34540000 00
21 1765633 171235 0000000 36020000 00
22 176563 1712542 0000000 10.1040000 00
23 1765633 1712817 0000000 103330000 00
24 1765633 1713723 0000000 107460000 00
25 1765633 1714538 0000000 110440000 00
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S1314144
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0429437 0000000 0000000 20100000 00
0429437 017545 0000000 21960000 00
0429437 0260750 0000000 23700000 00
0429437 0304854 0000000 26700000 00
0423437 0369375 0000000 25700000 00
0423477 035542 0000000 32580000 00
0429477 0394354 0000000 35750000 00
0429477 035867 0000000 33080000 00
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S1314153
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S1314161
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