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Since three years ago the theoretical group of Laboratori Nazionali di Frascati dell’INFN  is collaborating with the group of Prof. M. Chergui to analyze XAS data of several chemical species. The aim of this project is now to investigate the structure of water around Iodine analyzing the energy region from the edge up to about 150 eV of Iodine L3 XAS data, recorded recently by Chergui’s group at the Swiss Light Source Laboratory. Our analysis is performed by the use of MXAN program, a computer code developed few years ago by the Frascati theory group. 

The analysis is based on the comparison between the experimental data and the structural averaged calculation performed by the use of the frames obtained by QM/MM and DFT simulations. The comparison must be performed for both ground state ( I- ) and the excited state ( I0 ). In Lausanne we start the analysis for the Iodine ground state using the1468 frames of QM/MM and 1769 frames of DFT. We have installed our code in the computer system used by the Chergui’s group and at the same time we have done the first simulations for the ground state. 

