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pKa Development Report for CS000055
	Sample Name
	Formula
	F.W.
	Experimental pKa value

	
	
	
	Items
	Rep.1
	Rep.2
	Average pKa
	Comments

	CS000055
	C15H23N3O4
	303.3
	pKa1
	6.19
	6.19
	6.19
	Cosolvent 
(Initial 60v% DMSO)

	
	
	
	pKa2
	9.54
	9.89
	9.72
	


[image: image11.png]CS000055_Replicate-1_First titration:

Stored: S1526162.sfs

Sample weight: 1.32 mg

Acquisition time: 1.7 hrs
29 points: pH 1.4 => pH 11.3
Selected: pH 3.5 => pH 11.2
Cosolvent: 46.2wt% DMSO
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CS000055_Replicate-1_Second titration:

Stored: S1526180.sfs

Sample weight: 1.32 mg

Acquisition time: 1.1 hrs
29 points: pH 1.6 => pH 11.3
Selected: pH 3.5 => pH 11.2
Cosolvent: 35.0wt% DMSO
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CS000055_Replicate-1_Third titration:

Stored: S1526191.sfs

Sample weight: 1.32 mg

Acquisition time: 1.0 hrs
31 points: pH 1.7 => pH 11.4
Selected: pH 3.5 => pH 11.2
Cosolvent: 27.1wt% DMSO
CS000055_Replicate-1_Factored concentrations

0.63 mM X 46.2wt% S1526162-1
0.68 mM X 35.0wt% S1526180-1
0.55 mM X 27.1wt% S1526191-1
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CS000055_Replicate-2_First titration: 
Stored: S1527125.sfs

Sample weight: 1.50 mg

Acquisition time: 1.8 hrs
30 points: pH 1.2 => pH 11.4
Selected: pH 3.5 => pH 11.2
Cosolvent: 36.5wt% DMSO
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CS000055_Replicate-2_Second titration:

Stored: S1527144.sfs

Sample weight: 1.50 mg                      
Acquisition time: 1.3 hrs
32 points: pH 1.4 => pH 11.6
Selected: pH 3.5 => pH 11.2
Cosolvent: 26.2wt% DMS0
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CS000055_Replicate-2_ Third titration:

Stored: S1527160.sfs

Sample weight: 1.50 mg

Acquisition time: 1.9 hrs
43 points: pH 1.5 => pH 11.7
Selected: pH 3.5 => pH 11.2
Cosolvent: 19.5wt% DMSO
CS000055_Replicate-2_Factored concentrations

1.55 mM X 36.5wt% S1527125-1
1.86 mM X 26.2wt% S1527144-1
1.49 mM X 19.5wt% S1527160-1
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S1526180
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S1526191
[image: image7.png]Titan Cedis/Canyover Tie [SAHPLE C5000055
JEIGRE [ 0000600
No WO WOH  VORG pH lonSt BuiCep

7703723 1218042 0000000 23030000 00
1703723 134753 0000000 24420000 00
1703723 142334 0000000 25700000 00
1703723 1513875 0000000 28040000 00
1703723 1573000 0000000 30700000 00
1703723 159252 0000000 33130000 00
1703723 1613975 0000000 35630000 00
1703723 1822271 0000000 38300000 00
1703723 1626438 0000000 40620000 00

1703723 1629167 0000000 43260000 00 12 TITRATION PLOT
1703723 1E30813 0000000 46250000 00

11 1703729 1631771 0000000 4530000 00 11 F
12 1703729 1632500 0000000 53150000 00

13 1703729 1633271 0000000 57610000 00

14 1703729 1634417 0000000 £2100000 00

15 1703729 1636417 0000000 6650000 00

16 1703729 163521 0000000 71300000 00

17 1703729 1639563 0000000 75580000 00

18 1703729 1640645 0000000 G0200000 00

19 1703729 1641854 0000000 B4G30000 00

20 1703723 18543146 0000000 8.0770000 00 pH

21 1707723 1543792 0000000 98550000 00
22 1707723 1544223 0.000000 100070000 0.0
23 1707723 1544875 0.000000 102870000 0.0
24 1703723 1546083 0.000000 105340000 0.0
25 1707723 1847771 0.000000 109200000 0.0
2 1707723 1850188 0.000000 111850000 0.0
27 1703723 1853867 0.000000 114510000 0.0
2 1703723 1858375 0.000000 116880000 0.0
29 1703723 188533 0.000000 119300000 0.0

NOTE: black
0 1707723 1578229 0.000000 121640000 0.0 Ut poins 0.0

e assigned

2ero weights =
e VoL (mL) [

analsis.

R Gl 10 I 00O O
T





S1527125
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S1527144
[image: image9.png]Titan Cedis/Canyover Tie [SAHPLE C5000055
JEIGRE [ 0000600

VHO  WKOH  VORG  pH  lonStr BuifCep.

2595354 1469271 0000000 20080000 00
2595354 1738771 0000000 21030000 00
2595354 1363750 0000000 22370000 00
2595354 22273% 0000000 2531 0000 00
2595354 233234 0000000 27980000 00
2595354 236553 0000000 30670000 00
2595354 2412458 0000000 33260000 00
2595354 2426817 0000000 35820000 00
2595354 2434833 0000000 38400000 00

2595354 2435313 0000000 41030000 00 12 TITRATION PLOT
2595354 244198 0000000 43840000 00

11 2595354 2443500 0000000 45730000 00 11 F
12 259534 2444521 0000000 4390000 00

13 2595354 2445458 0000000 53760000 00

14 2595354 2447146 0000000 5680000 00

15 2595354 2450208 0000000 3450000 00

16 2595354 2455354 0000000 £250000 00

17 259534 2459771 0000000 73000000 00

18 2595354 2452083 0000000 77830000 00

19 2595354 2453771 0000000 62770000 00

20 2535354 2464358 0000000 87530000 00 pH

21 259534 245833 0000000 92500000 00
22 259534 2456500 0.000000 956B0.000 00
23 259534 247295 0000000 93930.000 00
24 259534 2458373 0.000000 103400000 0.0
25 259534 2471208 0.000000 106230000 0.0
26 2595354 2474542 0.000000 109100000 0.0
27 259534 2478833 0.000000 111810000 0.0
2 2595354 248413 0.000000 114380000 0.0
23 2595354 2431042 0.000000 116850000 0.0 N |
3 259534 250134 0000000 119160000 0.0

R Zaemmi ames nmo (iwoms on o Sopns 2

2210 weights Cancel

e VoL (mL) [

analsis.

R Gl 10 I 00O O
T

[l





S1527160
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