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operation modes. And and as many other HPC codes, it relies on quite a number of dependencies
and build options, that sometimes give their users hard times with configuration of their research
environments.

Below is a review of some aspects of compilation and deployment of SIESTA. Some pre-configured
options are discussed, followed by an overview of SIESTA's general Makefile template and
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Ready-to-Use Options
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master docker pull vdikan/siesta-dist:master |_|:|

Last pushed a month ago by vdikan

eeeb2cd76e63 linux/amde4 185.66 MB

Containers: Docker

a/7e09b3¢< MEB

https://hub.docker.com/

i

docker pull vdikan/siesta-dist:master

elsi docker run --interactive --tty -w /app \

O
S -v "$(pwd) : /app" vdikan/sliesta-dist:master
éd c.bf22'-’_13. HB
4,1-b4 docker pull vdikan/siesta-dist:4.1-b4 r|:|

Last pushed a month ago by vdikan

b2b17b466a1d linux/amdé4 170.26 MB




© Cloud Library

Cloud Library is the official image registry provided by Sylabs.io. Users can share Singularity images through the Cloud Library, as well as pull/push SIF™

images through Singularity CLI. Email any feature requests or feedback to support@sylabs.io.

Containers: Singularity
https://cloud.sylabs.io/library

" From an existing Docker image:

singularity build siesta-dist.sif \
docker://vdikan/siesta-dist:master

singularity run siesta-dist.sif

> You created 0 Remote Builds library/detault/centos 10694
> You created 1 Keys 'i:?MOST STARRED
library/default/ubuntu T 28

© Signed With: 2568c99d884fe031abefe05b777b95800adee8b6 library/default/alpine <2 19




Source Code Compilation
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siesia siesta

Staging the build directory .

[ Repository

9 e https://gitlab.com/siesta-project/siesta/-/releases

1 Merge requests

=v Requirements

g CI/CD wget https://gitlab.com/siesta-project/siesta/-/\
archive/v4.1.5/siesta-v4.1.5.tar.gz

tar -xzf siesta-v4.1.5.tar.gz

cd siesta-v4.1.5/

) Deployments

Environments

Releases
EJ Monitor cd Ob_] /
& Packages & Regists sh ../Src/obj setup.sh
M i s cp ARCH-EXPERIMENTAL/master-raw.make ./arch.make
[ wiki $EDITOR arch.make
& Snippets

ELG

cd Util && ./build all.sh

See the Guide to Siesta versions for more information.
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3 Make sure you have the appropriate library symbols

# (Either explicitly here, or through shell variables, perhaps
# set by a module system)

# Define also compiler names and flags

:H: ________________________________________________________
XMLFOO_RO0T=$(shell spack location —-i xmlf90)
PSM__F.?OOT:$(S = ar-Tal’ ~ncation —1 1l bpaem

GRIDXC_ROOT=$(

| IBXC_ROOT=$( <
#ELSI_ROOT=
#ELPA_ROOT=
#ELPA_INCLUDE
#FLOOK_ROOT=

arch.make configuration
Inside the Obj/arch.make file:

NETCDF_ROOT=$(
NETCDF _FORTRA
#HDFO_LIBS=-L

CCALAPACK L1p: define a set of external dependencies

LAPACK_LIBS =

#FFTW_ROOT=/af provide linking paths and symbols for
—— dependencies

# FC_PARALLEL ® conﬁgure compilers

C_SERIAL=gfortran

PP = $(FC_SERIAL) -E -P —x ¢

-LAGS = —-g -02 -fPIC —-ftree-vectorize
-LAGS_DEBUG= —-g -00 —-fPIC —-ftree-vectorize
RANL IB=echo

T T T H®

$#
$#
# Alternatively, prepare a fortran.mk file with compiler definitions,

9/ 14
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Siesta Dependencies

3 L https://gitlab.com/siesta-project/libraries B
S U:r: Common SIESTA-specific

n MPI, BLAS, LAPACK  libfdf

A ELSI + ext. solvers xmif20 aroge

A NetCDF lIbPSML ar ago

2 b XC lIbGridXC ar ago

A flook flos ks ago

DX fastxut . * ———

» A fast XML parser and generator in Fortran



Scripted Installations
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S Xu He > sijesta-install-scripts > Repository
a . .
| Siesta-Install-Scripts
D L L L] L] L
% https://gitlab.com/mailhexu/siesta-install-scripts/-/tree &
= /ubuntu
s Nai lpdate
- git clone https://gitlab.com/mailhexu/siesta-install-scripts.git
= = cd siesta-install-scripts/ ek ago
Gl

= ek ago
S - ./Tarballs/download.sh P
Lol cp cp Config/gnu/* Tarballs/ °
M N cp Config/siesta.common.arch.make Tarballs/ arano
o 0 ek ago

./do all.sh
B

S Collection of scripts to build Siesta (MaX version 1)
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Spack Siesta package

SCCRE hittps://github.com/vdikan/spack/tree/siesta-develop
platforms, g
Obtain Spack with SIESTA suit packages:

glit clone -b sliesta-develop https://github.com/vdikan/spack.qgit

I ) GitHub

After configuration, install SIESTA with (in principle)
one-line spec command:

spack install siesta@master +utils “openmpl +CXX +CXX exceptions

Fortran, and easily or target specific microarchitectures. Learn
more

Recent Posts
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