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Bullet points:

* original scaffolds * highly soluble compounds

* excellent diversity * high quality compounds

H
y
d
ro

g
e
n
 b

o
n
d
 a

c
c
e
p
to

rs
H

y
d
ro

g
e
n
 b

o
n
d
 d

o
n
o
rs

P
re

d
ic

te
d
 L

o
g
D

R
o
ta

ta
b
le

 b
o
n
d
s

M
o
le

c
u
la

r 
w

e
ig

h
t

COPYRIGHT CHEM-X-INFINITY © FEBRUARY 2009

% of compounds

0

5

10

15

20

25

30

35

100-150 150-200 200-250 250-300 300-350 350-400 400-450

% of compounds

0

5

10

15

20

25

0 1 2 3 4 5 6 7 8

% of compounds

0

5

10

15

20

25

30

35

0 1 2 3 4 5 6 7

% of compounds

0

10

20

30

40

50

0 1 2 3 4

% of compounds

0

5

10

15

20

25

30

35

-2 to -1 -1 to 0 0 to 1 1 to 2 2 to 3 3 to 4

Chem-x-infinity has selected a diverse set of compounds to be used

in NMR or X-ray primary screenings. Compounds are designed to

optimise molecular weight, number of hydrogen bond acceptors,

number of hydrogen bond donors, number of rotatable bonds and

predicted LogD.

All compounds have a minimum purity of 95 % (DAD, ELSD or NMR)

and are soluble at high concentration in solvents and in aqueous

buffers (> 100 µmol/L). Tanimoto score is 0.28 for the library,

showing a significant chemical diversity.

The collection includes original scaffolds with masked and unmasked

connecting function. It is a good starting point for High Throughput

NMR and crystallographic studies to identify new active fragments.
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