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　研究を終了しましたので、下記の通り報告します。
	成果の概要
　PFおよびPF-ARにおいて測定されたＸ線吸収スペクトル（ＸＡＦＳ）データを解析するために２種類の計算コードを導入した。ひとつは第一原理実空間全多重散乱計算コードfeff8.5であり、システムＢに並列計算用にコンパイルした。また、密度汎関数法による第一原理バンド計算プログラムabinitをシステムＡに適合するよう修正し、コンパイルを完了した。今後、これらの計算コードを利用し、

得られたモデル構造についてＸＡＦＳのシミュレーションを行い、ＰＦあるいはＰＦ－ＡＲにおける測定スペクトルと比較することによって解析を進めていく予定である。

We have implemented two major codes on the KEK supercomputer systems for the purposes of carrying out detailed analyses of XAFS data acquired at either PF or PF-AR.  On KEK system B, we have implemented a highly parallel multiple scattering code in which all energies calculated in the spectra are calculated in parallel.  The multiple scattering code, feff 8.5 is based upon a well characterized Green's function real space multiple scattering that has been modified to run on highly parallel systems.  On KEK system A, the Hitachi 11000, we have implemented the abinit code (http://www.abinit.org) a state-of-the-art plane wave DFT code that has the possibility to use traditional norm-conserving pseudopotentials as well as the more recent projector augmented waves (PAW).  The use of PAW potentials has many of the advantages of the linearized augmented plane wave approach in that the PAW approach is more representative of the full potential.  The latest version of the code has been modified to run on the Hitach 11000 and the results of the code have been verified on test systems.  We now plan to apply the code to relax possible structures to compare to experimental data acquired at either PF or PF-AR.
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