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Original ideas: Molecular interface families,
MIF (protein-drug, protein-
protein, and protein-DNA)
Homologous structural
systems biology

Research: Our research focused on computer-
aided drug design (GEMDOCK and SiMMap),
structural bioinformatics (3D-BLAST, (PS)2
and fastSCOP), and systems biology
(PPISearch, 3D-partner and CaMPNet),
especially investigating the molecular
interfaces (e.g., protein-protein, protein-DNA,
protein-ligand interactions). By integrating
large in-house MIF/structures/omics databases
& tools and various public databases, we have
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Lab: Drug Design and Systems Biology Laboratory
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successfully constructed dynamic compound-
protein-pathway-disease networks across well-
known species (e.g., human, mouse, zebrafish,
and yeast) and developed artificial intelligence
(Al) frameworks to study cell behaviors and
disease mechanisms. For the validations and
applications of our models, we have rigorously
collaborated with biological research teams,
such as led by Kung, H.J. (217 2Pt L), Tsai,
M.D. (2RR%EPR L), Wang,AH (FEHRT),
and Wu Lee, YH. (2 ¥t Z T +), as well as
some clinical teams, such as Chang, J. G. (GE &
R R), Jong, YJ. BB TR E), and Yu,
M.L. GREAFZRIFR {R), to solve biological issues
and unmeet clinical needs.

Highlight:Intelligent Computing Precision

Medical and Drug Development
Platform (MOST Al granted research)
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