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Flowchart of the Induced-Fit Docking calculation.
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Table 1. RMSD of Top-Ranked Poses Returned by Induced Fit.
RMSD of Top-Ranked Poses
Returned by Induced Fit
Target Receptor S(ili];:g dOf before after
Induced Induced
SIUCtre g Ay | Fit A)
Aldose reductase 2acr lah3 6.5 0.9
Antibody DB3 Idba 1dbb 7.6 0.3
CDK2 1dm2 laql 6.2 0.8
CDK2 laql 1dm2 0.6 0.8
COX-2 3pgh lex2 11.1 1.0
COX-2 lex2 3pgh 6.6 1.0
Estrogen receptor lerr 3ert 53 1.0
Estrogen receptor 3ert lerr 2.3 1.4
Factor Xa lksn 1xka 9.3 1.5
Factor Xa Ixka 1ksn 53 1.5
HIV-RT Irth lele 2.5 1.3
HIV-RT Icle Irth 12 2.5
Neuraminidase Insc ladq 3.9 0.8
Neuraminidase ladq Insc 1 1.7
PPAR - gamma 1fm9 2prg 9.1 1.8
Thymidine Kinase 1kim 1ki4 4.7 0.4
Thymidine Kinase 1ki4 lkim 0.5 1.2
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Figure 2. Flowchart of the Induced-Fit Docking calculation with Loop

sampling.
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Figure 3. Structure of the binding pocket of louk (NH-out), Im7q
(NH-in) and the induced fit structure generated from the louk structure
and 1m7q ligand.
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