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Research Overview: 

I (Jinn-Moon Yang) am dean of College of Biological Science and Technology, NYCU. We are the first team to 

introduce molecular interaction family, including protein-protein, protein-DNA, and protein-compound 

interacting families which are similar to the concept of the protein or gene families. Our primary goal is to study 

drug-protein-pathway-disease relationships in a cell. The major research areas include computational drug 

discovery, structural bioinformatics, and computational systems biology. I published over 100 SCI papers on 

some journals, such as Nature Communications, ACS Nano, Genome Biology, Nucleic Acids Research, 

Angewandte Chemie International Edition, Journal of Medicinal Chemistry, and PLOS Computational Biology. My 

h-index is 35 and 26 as well as total numbers of citations are over 4,700 and 2,600 based on Google scholar and 

ISI Web of Knowledge, respectively. Our team has developed a molecular docking (GEMDOCK), which is one of 

world-wide mostly used docking program times cited is over 700, and site-moiety map (SiMMap) for molecular 

interaction (e.g., protein-ligand and protein-protein) mechanism analysis. We have collaborated with over 40 

university laboratories, five teaching hospitals, and 15 national institutes for drug discovery and systems biology. 

In addition, we have successfully discovered 45 lead compounds (<10 μM) and got several U.S. patents. In 

summary, for investigating molecular interactions for cell behaviors and disease mechanisms, we extensively 

explored new models of both computational drug design (e.g., Homopharma and protein-ligand interaction) 

and computational systems biology (e.g., protein-protein interaction, CaMPNet, module organization principle, 

and network dynamics across well-known species (e.g., human, mouse, zebrafish, and yeast). We rigorously 

collaborated with biological researchers and clinical teams for the validations and applications of our new 

models to address unmet clinical requirements, such as diagnostic/prognostic biomarkers, drug resistance, 

multi-target drugs, and drug repurposing. I also joined the editorial boards of Scientific Reports and PLoS ONE. 
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