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Outline

» X-ray Absorption Spectroscopy

* A few paradigmatic cases
* Ab initio calculations of XAS spectra
* Semi-empirical calculations

* Machines & Algorithms
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ADb initio XAS calculation flow-chart
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A few paradigmatic cases

4 N

Cu(ll) in water

Cu(ll) in complex with peptides
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A test-case: metallic Copper
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Gougoussis, Christos, et al. "First-principles calculations of x-ray absorption in a 20 10 0 10 20 30 40

scheme based on ultrasoft pseudopotentials: from a-quartz to high-Tc Energy (V)
compounds." Physical Review B 80.7 (2009): 075102.
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A test-case: metallic Copper
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A test-case: metallic Copper
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A test-case: metallic Copper
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Experimental data: Copper in water

Experimental spectrum
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Electron

. Ab initio calculation
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Computationally expensive
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Computationally faster (1 min on a PC)
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Machines & algorithms
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Thank you
for your attention



