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Ligand Properties
toxie 3 no
rsynth : 100.00 %
weight : 494.62 g/mol
TPSA : 87.48 AA2 (don 3, acc: §5)

logP H 3.44

logS D : -5.67 .
strain 3 7.73 kcal/mol-( 0.209) rmsd: 1c918 A
solvation @ /-45.11 kcal/mol (-1.219) —
1/ <16.96 kcal/mol (-0.458)@,

affinity

Ber-Abl3F+—--imatinib# &% (PDB: 1IEP)

*1 T. Asaki, et al., Bioorg. Med. Chem. Lett. 2006, 16, 1421-1425.

Ligand Properties

toxic 3 no
rsynth : 100.00 %
weight : 562.62 g/mol »
TPSA g 87.48 A72 (don 3, acc: 5)
logP, 3 4.77
logS B -6.73 L
strain 3 8.56 kcal/mol-( 0.209) rmsd:4l.086 A
solvation i -46.86 kcal/mol (-1.143) » ™
affinity : =-18.64 kcal/mol (-0.455%%

]

-~

CRATINIC KW PRERED M £ L =38k

P11





