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Large Scale Electronic Structure Calculations: The CONQUEST code and 
Nanostructures 
 
 

Linear scaling or O(N) electronic structure codes have been under development for around fifteen

CONQUEST code[2] is one of the leading O(N) codes, and has 

million atoms and many thousands of cores

surfaces[4].  I will describe the CONQUEST code, along with recent improvements including co

TDDFT, and discuss its implementation.  I will also present results on simulations of nanostructures on semiconductor 

surfaces, both with CONQUEST and other linear scaling approaches.
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Electronic Structure Calculations: The CONQUEST code and 

Linear scaling or O(N) electronic structure codes have been under development for around fifteen

is one of the leading O(N) codes, and has demonstrated not only excellent scaling to over two 

million atoms and many thousands of cores[3] but also practical applications to nanostructures on semiconductor 

.  I will describe the CONQUEST code, along with recent improvements including co

TDDFT, and discuss its implementation.  I will also present results on simulations of nanostructures on semiconductor 

surfaces, both with CONQUEST and other linear scaling approaches. 
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Electronic Structure Calculations: The CONQUEST code and 

Linear scaling or O(N) electronic structure codes have been under development for around fifteen years[1].  The 

demonstrated not only excellent scaling to over two 

but also practical applications to nanostructures on semiconductor 

.  I will describe the CONQUEST code, along with recent improvements including constrained DFT[5] and 

TDDFT, and discuss its implementation.  I will also present results on simulations of nanostructures on semiconductor 


