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The DEMOCRITOS center of ltalian INFM is dedicated to atomistic simulations

of materials, with a strong emphasis on the development of high-quality scientific
software

Quantum ESPRESSO is the result of a DEMOCRITQOS initiative, in collaboration
with several other institutions (ICTP, CINECA Bologna, EPF Lausanne, Princeton
University, MIT, Paris VI, Oxford, 1JS Ljubljana,...)

Quantum ESPRESSO is a distribution of software for atomistic simulations based on

electronic structure, using density-functional theory (DFT), a plane waves (PW) basis
set and pseudopotentials (PP)

Quantum ESPRESSO stands for Quantum opEn-Source Package for Research in
Electronic Structure, Simulation, and Optimization
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Advantages:

e Everybody — including commercial entities — can contribute.

e Nobody can “steal” the code and give nothing back to the community.

The most successful example is probably the Linux Kernel.
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