SIESTA

SIESTA — (Spanish Initiative for Electronic Simulations with Thousands of Atoms) — mporpammHbIii makeT ajs
BBIIIOJIHEHUS PACUYETOB AJIEKTPOHHOM CTPYKTYPBI MOJIEKYJ U TBEPABIX TEN U PELLIEHUS 3a7a4 MOJIEKYJISIPHOM THHAMUKU.
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Pucynok 1. [Ipumep BU3yanu3ainuu pe3yibTaToOB pacyeToB nporpammuoro nakera SIESTA (wuioctpanust B3sTa u3 Npe3eHTanuu
https://personales.unican.es/junqueraj/JavierJunquera_files/Metodos/MD/Verlet.pdf).

Mecto YCTAHOBKH IMPOTpaMMBI:
/opt/lib/siesta-4.1-b4/
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INEKMPOHHOU CMPYKMYPbl yenepooHvix Hanompyook ¢ nakeme SIESTA. // Bectauk FOYpI'Y, 2015, 1. 7, Ne 3.

e Soler J. M., Artacho E., Gale J. D. et al. The Siesta method for ab initio order-N materials simulation. // Journal of
Physics, 2002, vol. 14.

CeteBbIE PECYPCHIL:

e SIESTA. https://departments.icmab.es/leem/siesta

e  SIESTA github. https://github.com/mfOhka/siesta

e SIESTA pre- and post-processing tools. http://www.home.uni-osnabrueck.de/apostnik/download.html
e Basic introduction to SIESTA.

http://www.psi-k.org/Psik-training/Bristol-September%202009/Emilio/ArtachoBristolSiestaTut09-2.pdf
e Molecular dynamics in the microcanonical (NVE) ensemble: the Verlet algorithm.
https://personales.unican.es/jungueraj/JavierJunquera_files/Metodos/MD/Verlet.pdf
e Molecular dynamics in Siesta.
https://departments.icmab.es/leem/siesta/zcam14/Talks/MVFdezSerra-MD.pdf
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