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La modellizzazione in ambito chimico si rivolge ad un’ampia comunita scientifica che ha in
comune una visione su scala atomistica della materia.
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HPC resources for computational chemistry
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Modellistica Chimica: Software

Sviluppato a Torino a partire dagli anni ‘70, oggi usato in tutto il mondo. Consta
attualmente di 600 000 linee di codice (Fortran), ha eccellente scalabilita su macchine HPC.
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CRYSTAL can be efficiently run both in
parallel (P) and massive parallel (MPP)
mode. The MPP mode is particularly
suitable for studying large systems,
drastically improving the speed-up and
reducing the requirement fFor memory.
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Support
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CRYSTAL e
Saint-Gobain
A powerful and scalable computational tool Johnson&Johnson
for solid state chemistry and physics. . .y e
i P B Mitsubishi
Astrazeneca
Pfizer
Sony

CRYSTAL 14

Crystal is a general-purpose program for
the study of crystalline solids. The
CRYSTAL program computes the
electronic structure of periodic systems
within Hartree Fock, density functional or
various hybrid approximations.
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“Analysis has been
undertaken to determine

how the drug moves

within the pores, and how

easily it can be washed out
the mesoporous silica by
the body fluids’
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Monomers
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Home The Centre Laboratories Research Nis Colloquia Publications

This is the new NIS website. The old site can be still reached here.
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Modellistica Chimica: Diagrammi di Fase
dei Minerali

Depth (K
573 epth (Km) 813

fo: forsterite
wad: wadsleyite
ring: ringwoodite
maj: majorite

pv: perovskite
per: periclase
aki: akimotoite
st: stishovite

{ ey s ™ pv+per

2000 —

Akimotoite: MgSiO; with ilmenite
type structure. Space group R3

0 10 20 30

, _ e SiMg,0, > MgSiO, + MgO
Wadsleyite: Mg,SiO, (ring) (aki) (per)
Space group Imma \

Ringwoodite: spinel type structure
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