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« Performs electronic structure calculation for a wide range of materials
including crystals, interfaces, liquids, etc. For example, OpenMX is able to
deal with non-collinear magnetism and non-equilibrium Green's function

calculations for electron transport

- BFREHE (BRFLFDEH) FMO  smasH

GAMESS

« Performs quantum-mechanical simulations of large molecular systems
efficiently, and calculates various information regarding the structure and
function of biopolymers, such as the interaction between a protein and a

ligand
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fast, flexible & free

- Equipped with most of standard MD techniques including free energy
calculations based on thermodynamic integration method, and enables
investigations of large-scale real systems such as viruses, liposomes,
assemblies of proteins and micelles, and polymers
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- Performs simulations of strongly correlated systems such as magnetic
materials or correlated electrons. Heat capacities, susceptibilities,
magnetization processes in interacting spin systems, the density of states of
strongly correlated electrons, etc, can be calculated
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