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NECI implements the configurations interaction quantum Monte Carlo method to simulate molecular 
systems containing many electrons and to obtain their properties with chemicals accuracy, including energy 
spectra, reaction pathways, etc.

Quantum Package is an electronic structure software focused on wave function methods 
(configuration interaction) combined with density functional theory

GAMMCOR is an advanced quantum chemical software package for the accurate computation of 
weak interactions in supramolecular systems

The QMCkl library aims at providing a high-performance implementation of the main kernels of 
quantum Monte Carlo methods

TurboRVB is a package for ab initio quantum Monte Carlo simulations of both molecular 
and bulk electronic systems

QMC=Chem

TREXIO QMCkl

NECI

Quantum Package

GAMMCOR

TurboRVB

The Cornell-Holland Ab-initio Materials Package (CHAMP) is a quantum Monte Carlo 
package for electronic structure calculations of molecular systems

QMC=Chem is a quantum Monte Carlo package for electronic structure calculations of 
molecular systems

The TREXIO library defines a standard format for storing wave function parameters, 
together with a C-compatible API such that it can be easily used in any programming 
language

CHAMP
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