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Where is 'Siesta ?



Where is 'Siesta ?

First, the webpage:

https://siesta-project.org/siesta/

slesta

What is SIESTA?
Getting the code
Documentation

Support
News
Events
The Team

For Developers
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Links to every other page that is
SIESTA related.

Information on events organized
by us and other SIESTA groups.
Contact information.

Info on basic gitlab interactions
for starting developers.




Where is 'Siesta ?

Tutorials and documentation:

https://docs.siesta-project.org/projects/siesta/en/s
table/

siesta

Original paper BELFER) Latest paper P13 nal TranSIESTA paper {120 Latest TranSIESTA paper (LK)

conda | conda-forge v5.2.2 | downloads |28

SIESTA is a program for efficient electronic structure calculations and ab initio molecular dynamics . Tuto rl a | S a re I n CO n St a nt
simulations of molecules and solids in the framework of Density-Functional Theory (DFT).
|mprovement.

2% - Installation. 49 - Tutorials
Installing SIESTA is easier than you might Let us show you how to do things with
think, check out our quick installation SIESTA!
guide. . . .
e Thereis an online version of the

AR - User guide @ - Chat withus |
Explore all the features of SIESTA. Join our Discord channel to share results m a n u a !

or get help.

Next ©
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Q Search or go to...

Project
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' siesta
Manage
Plan
Code
Build
Deploy
Operate
Monitor

Analyze

siesta-pre

siesta

siesta gjesta @

¥ dev v | siesta

Merge branch 'dev--fix-setting-elpa-gpu-vars' into ‘dev' |+«

Federico Pedron authored 1 week ago

Name
E3.gitlab
EaChanges
EaDocs
EJExamples
B3 External
EaPseudo

Easrc

Last commit

Use towncrier for release notet

Fix typos in the manual setting

deprecated TSHS file format, p

Implementation of on-the-fly ir

changed location of cmake file

restructuring of cmake for shar

deprecated TSHS file format, p
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@general chat @ Matter Modeling

As you can see, | naively put the V_ds at the end of the line but I suppose this is wrong as Sies
example), and V_g = 3V, the maximum voltage is always 3V. So these files do not help the inter]

experimentally by my collaborators. Should | use a split of the voltage across V_ds (V_s =-|V] 5 2
o Questions tagged [siesta] Ask Question

« @oscardhpardo Good afternoon, | have been testing some calculations of polarization and Born effective

1 asked one of the people that ses this more or less regularly, and the gist of it was [ Questions
[asr s et eeyeniel indaus IR O0R st Ok Tt Ba v I e it TRl For questions about using the SIESTA (Spanish Initiative for Electronic Simulations with Thousands of Atoms) electronic
erre Hi Nick. Thank you for your answer and sorry for my late reply. What do you mean by averaging scf Y Uunanswered structure program.
That depends on how you define your voltages in your input blocks. To begin with | th

As for the script, you should create a small sisl script, something along the lines off: @ Tacs Learn more Synonyms (1)

import sisl as si 174 questions Newest Active Bountied  Unanswered  More + = Fitter

import scip a8 users a

Hs = <list of Hamiltonians>

HsiD = [H.tocsr().data for H in Hs] 1vote Installing SIESTA using SPACK
0 1 am following the instruction from here to install SIESTA using SPACK. The command spack repo list, re-

def interp(x, y, x0): TEAMS
spl = scipy.interpolate.CubicSpl

return spl(x0)
def mybiases( = ° siesta  software-assistance

while Tri
yield [0.1, 0.2, 0.4, 0.5] Ask questions, f
def valbias(V) and collabora
w‘ﬂel;rv Stack Overflow f
yie

i ?
Hdata = map(interp, mybiases(), np tag in the SIESTA input file?

Hesr = H.tocsr() - The system we are working on contains a variet
22 views

:\c,srv ;c)p{,sparse%csr,m'a;rn\(/(Hl Explore Teams website, but for others, it is not. As a result, we rf
= si.Hamiltonian. fromsp(HcsrV, B 3

turn, as expected: .

answers

Work Wi 3votes Are PAO.Basis and PAO.BasisSizes abl

Teams.

siesta  pseudopotentials




Questions, bug reports, feature
requests



Asking questions

Questions on general physics, discussions, literature:
e Ask them on Matter Modeling Stack Exchange! Replies will not be
fast, but they're often thorough. Also, people from other codes
also collaborate there.

Small questions on SIESTA usage, bugs or installation issues:
e Go to the discord! We usually reply fast, and do not leave
questions out.



Asking questions

Please use gitlab for feature requests, thourough bug reports, or
performance reports.

You can also do it via discord or email, but creating an issue in
SIESTA's gitlab is the cleanest way (and saves us a lot of work). So if

you're able, please do it!



Submitting code



Code submission

To interact with SIESTA at the software development level, gitlab
usage is mandatory:

e Wwe expect you to at least have a minimal knowledge on how git

and gitlab works (and if you don't, ask! We're always ready to
help).

e This is so we can keep proper records of who added which
modification to the code.




Code submission

If you're working on a new development for SIESTA, please open an issue
and/or MR in the main repo: this way we get to know who is working on what.

If your addition to SIESTA is large or complex (or very disrupting) please
coordinate with maintainers before rushing headlong into an implementation.

As soon as you want to, open a merge request towards the main repo with your
developments.



Code submission

For the code to be merged, we actually require few things:

e The code must be tested enough. The tests within SIESTA at least
should work properly. If there’'s a new functionality, a new test for
that functionality is also expected.

e The code must be well documented, and comply with a given
coding style. People should not rely on the original developer to
explain the code.

e Arelease notes file should be added under /Changes (see the
readme at /Changes/README.md).

e Any new fdf options or run modes should be documented in the
manual (under /Docs) in LaTeX format.



Code submission

Opening a Merge Request is the first step, it does not mean your work is done!

We might ask for:

e Specific tests for compatibility.

e Added documentation

e Consistency with other SIESTA internals or existing input options
(if we already have NumberOfAtoms, avoid doing your own
TotalAtoms input option).



Code submission

https://qitlab.com/siesta-project/siest

a/-/milestones/15#tab-issues

Project
siesta
8 Manage >
B Plan v
Issues

R/

E EH &

Issue boards
Milestones
Iterations
Wiki

Requirements

Code >
Build >
Deploy >
Operate >
Monitor >
Analyze >

needs-collaborator

This includes stuff that might be useful but we need extra hat

Issues 22 Merge requests 0 Participants 4

Unstarted Issues (open and unassigned) [} 14 (40

Extend DM.InitSpin functionality
#476 GG

Constraining lattice vectors and angles
#428 0

Electron Localisation Function

#37: (D)

Read in EDM from file
#276 QRIS

Revisit madelung.f for energy corrections in charged
molecule/atom calculations

Allow per-species use of 'user-basis'

Compatibility of WFS2LDOS (ol-stm) and WsXM

STS spectra at given points
#113 G

Computing KS orbitals and saving them to a portable
format


https://gitlab.com/siesta-project/siesta/-/milestones/15#tab-issues
https://gitlab.com/siesta-project/siesta/-/milestones/15#tab-issues

