
Interdisciplinary symposium on modern density functional theory—iDFT
Contribution ID: 7 Type: not specified

Improving usability of DFT codes by using GUI
software C-Tools
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We develop GUI software C-Tools [1] to improve the usability of DFT codes for materials. There are a variety
of DFT codes with each strength, and to combine the strength we have to transfer among the codes. For this
purpose, we have developed an input format conversion system, named as C-Tools, with a developed unified
input format in XML as a common interlanguage among various formats. C-Tools can convert the input files
between different codes and can generate an input file from a structure file for a material. The input files
can be easily created by clicking the [load] and [save] button. Now C-Tools supports the five file formats for
DFT codes, xTAPP [2], OpenMX [3], RSDFT [4], VASP [5], andQuantum ESPRESSO (PWscf) [6]. We can use
C-Tools for performance analysis of DFT codes in HPCI system. We show the results in K computer.
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