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Hui Yu, et al., Bioorg. Med. Chem. Lett., 2007, 17, 2126–2133
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191 hits

12 compounds
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in vitro
Enzyme Assay

Predicted binding mode of
compound 1 (IC50=13.3�M)

Docking Screening (AutoDock)
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H.Park et al.,
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�´Þ�í� Catalyst 10458 20 1 30�M (3)

17�-HSD1 �
 Catalyst 340042 14 4 6y50M (4)
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AdoMetDC
(S-adenosylmethionine decarboxylrase)


 GLIDE 1990 133 1 �M (6)

CCR5 HIVm(�. GOLD, Surflex 1620316 59 10 10�M (7)
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RNaseT1 & 2’-GMP�20k
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2’-GMP

RNaseT1  104Res2Na+) : -4b
2’-GMP : -2b

4"������Exa computing����

42



,þy ,sy ,vy y vy sy þy

,þy

,sy

,vy

y

vy

sy

þy
���|y��

ã
�â
	�
�

7�â	��

,þy

,sy

,vy

y

vy

sy

þy ��s|y��

ã
�â
	�
�

,þy

,sy

,vy

y

vy

sy

þy
��*|y��

ã
�
	�
�

RNaseT1

�2’GMP
�89�ð¨Lªé�êð

n&q+´&�7ù%�éGHêð500ps

1500ps

4000ps

4"������Exa computing����

43

Compd.3
IC50=6.4nM

Compd.2
IC50=27nM

Compd.1
IC50=2800nM

ITC²w�x
U "#åÕ$Ä� rG" ,#Ã×ÕËÒ�(�H),#ÃÌ~ËÒ� -T�S"V

,vs|y

,vy|y

,Ã|y

,*|y

,�|y

,s|y

y|y

s|y

�|y

�������v �������s �������þ

��

à
l
�

à

:� :Ü ,�:�

Compd.1 Compd.2 Compd.3

4"������Exa computing����

N
N

H
N

N
N

HO
O

NH
O

O

N
N

H
N

N
N

NH
O

F
F

F

O
HO

N
N

H
N

N
N

N

NH
O

F
F

F

44

������CYP�N��L��L±²
Human Cytochrome P450s
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