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—  Properties

* Rule of Five
—  No more than 5 hydrogen bond donors
—  No more than 10 hydrogen bond acceptors
— A molecular mass less than 500 daltons

—  An octanol-water partition coefficient[6] (log P) that
does not exceed 5

* Drug likeness
—  "A knowledge-based approach in designing
combinatorial or medicinal chemistry libraries for
drug discovery. 1. A qualitative and quantitative
characterization of known drug databases". / Comb
Chem. 1 (1): 55-68.

—  Partition coefficient log P in —0.4 to +5.6 range
—  Molar refractivity from 40 to 130
—  Molecular weight from 160 to 480

—  Number of atoms from 20 to 70 (includes H-bond
donors [e.g. OHs and NHs] and H-bond acceptors
[e.g. Ns and Os])

« Lead likeness

—  Congreve, M, Carr, R, Murray, C. & Jhoti, H. A 'Rule
of Three' for fragment-based lead discovery. Drug
Discov. Today 8, 876-877 (2003).
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KEGG Human Diseases Classification

* Genetic perturbation
* Environmental perturbation

1,992 diseases
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v Human Disease (KB

v Cancers of haempak

Bute myeloid leukemia
B-cell acute lymphoblastic leukemia

T-cell acute lymphaoblastic leukemnia

v Cardiovascular diseases

“ Hypertensive

Acute ailur
v Congenital disorders of metabolism (KD
v Congenital disorders of lipid/glycolipid metabolism @Z3
Acute recurrent myoglobinuria

v Congenital disorders of carbohydrate metabolism
Acute alcohol sensitivity
v Digestive system diseases (3D

~v  Pancreas diseas

Acute pancreatitis
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ChEMBL Target Classification
12,549 targets
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v Target @EED
v Enzyme (D
v Kinase (EED
v Protein Kinase (EED)

v TK protein kinase group  @EED

v

v

Tyrosine protein kinase PDGFR family (@EER)

Tyrosine-protein kinase receptor FLT3

Rece

r-type tyrosine-protein kinase FLT3

Tyrosine protein kinase VEGFR family (@EED)

Vascular endothelial growth factor receptor 1 and 2 (Fit-1 and KDR)

Vascular endothelial growth factor receptor 2 and 3 (KDR and Flt-2
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HM’J & Related Drug List
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3letE AM™HE: Related Protein List
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Protein structure
Binding-site information

Ligand information
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