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a. Construction of cardiotoxicity database
Using the common data format determined last fiscal year, all available literature data were collected and
integrated. Constructed cardiotoxicity database is one of the world largest cardiotoxicity databases. For

new data registration of electrophysiology experiments, the data format was improved.

b. Construction of prediction models for cardiotoxicity
Based on literature data, using Support Vector Machine as a non-linear discrimination statistical method
and NSGA-II for descriptor selection, cardiotoxicity prediction models were built. The prediction

performance of the best model was superior to those of conventional commercially available models.

c. Drug design based on simulation of hERG 3D models
Using the X-ray structures of highly homologous potassium ion channel such as KcsA, KvAP, and MthK,

two states (open and inactive forms) of hERG homology models were constructed.

d. Compound management and measurement of cardiotoxicity data
As the compound management system, methods of registration, weighing, dissolve, and purity check by
LC/MS for compounds were developed. In addition, powder and solution samples were delivered to
assay sections. In terms of the measurement of cardiotoxicity data, outsource hERG binding and

autopatch clamp assays and in house hERG autopatch clamp assays were conducted.
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