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内容： 
We will illustrate the application of quantum chemical approaches to the 
molecular-level characterization of the structure and mechanisms of biochemical 
interest. Ifc3 is a four heme cytochrome that plays a key role in bacterial respiration 
toward, for example, reduction of soluble metals to insoluble form. Large-scale DFT 
calculations in connection with Marcus's model provide detailed insight in the 
mechanism of electron transfer. Cluster damages in DNA are usually associated with 
low dose ionizing radiation. Large-scale DFT calculations provide detailed structural 
and energetic information about base damages in DNA. 

 
 
 


