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Open-source libraries for 
Quantum Monte Carlo :

TREXIO & QMCkl 







https://github.com/TREX-CoE/trexio

Source code in pure C (C99) for the best performance and interoperability 

Bindings in Fortran (ISO_C_BINDING), Python (SWIG), OCaml

Easy to install (Autotools/CMake, conda, Spack, Guix, pip, opam)
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From Autotools to Guix



TREXIO package for Guix (trexio.scm)

https://github.com/TREX-CoE/trexio/blob/master/tools/trexio.scm


QMCkl package for Guix (qmckl.scm)

https://github.com/TREX-CoE/qmckl/blob/master/tools/qmckl.scm


QMCkl package for Guix (qmckl.scm)

$ guix package \

-P "$GUIX_PROFILE" \

-L ~/trexio/tools \

-f ~/qmckl/tools/qmckl.scm

https://github.com/TREX-CoE/qmckl/blob/master/tools/qmckl.scm


QMCkl package for Guix (qmckl.scm)

https://github.com/TREX-CoE/qmckl/blob/master/tools/qmckl.scm


Reproducing and sharing the environment

$ guix package    \

-p "$GUIX_PROFILE" \

--export-manifest > manifest.scm



Reproducing and sharing the environment

$ guix package    \

-p "$GUIX_PROFILE" \

--export-manifest > manifest.scm

$ guix pack  \

-f tarball  \

-L ~/trexio/tools \

-L ~/qmckl/tools  \

-m manifest.scm

To Be Continued



trexio : https://github.com/TREX-CoE/trexio 

qmckl : https://github.com/TREX-CoE/qmckl

The TREX: Targeting Real Chemical Accuracy at the Exascale project has received funding from the 
European Union’s Horizon 2020 - Research and Innovation program - under grant agreement no. 952165.

TREX-CoE : https://trex-coe.eu

Thank you!

https://github.com/TREX-CoE/trexio
https://github.com/TREX-CoE/qmckl
https://trex-coe.eu/
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