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Where to find the course materials?
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Events

Ongoing and future events

» Materials Science from First Principles: Materials Scientist Toolbo: ovember 2025)

« SIESTA School 2025 (17th - 21th November 2025)

Past events

Advanced SIESTA Workshop 2025 (2nd - 5th June 2025)

SIESTA School 2024 (11th - 15th November 2024)

The East-African School on Density Functional Theory and its Applications (8th - 10th July 2024)

Efficient materials modelling on HPC with QUANTUM ESPRESSO, SIESTA and Yambo (11th - 15th March 2024)
TranSIESTA School 2023 (13th - 17th November 2023)

First steps with SIESTA: from zero to hero (2nd - 6th October 2023)

First-principles simulations of materials with SIESTA (28th June - 2nd July 2021)

Advanced school on Quantum Transport using SIESTA (17th May - 21st May 2021)

Spin-orbit coupling in Siesta: Magnetism and other capabilities (20th June - 22nd June 2018)

MaX SIESTA Tutorial 2017 (23rd May - 26th May 2017)
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SIESTA School 2025

17th - 21th November 2025 (online)

Summary
The school is aimed at students and researchers from different disciplines who already use, or plan to use, first-principles techniques to simulate properties of matter at the

atomic scale. In particular, the school will focus on the SIESTA method [1,2]. Participants will learn its essential theoretical foundations, and how to use the SIESTA code
effectively. Pre- and post-processing tools will also be presented.

Format

The School will consist of lectures from senior SIESTA developers and hands-on sessions where SIESTA experts will be available for discussion and guidance. These
sessions will take place between 12:30 CET and 17:30 CET.

Autonomous work on the exercises will be possible throughout the day.

You may find detailed information on the planned sessions and tutorials here.
Course materials

The school will make extensive use of the Siesta Project Documentation site, which is continuously updated with new tutorials.

The hands-on sessions will involve the execution of software, including pre-compiled versions of SIESTA, on users’ computers. Indications on how to install the required
software with conda will be provided to accepted participants well in advance.

Registration
Persons interested in registering for the School need to apply through the “Participate” tab of the CECAM school web page.

Please make sure that your CECAM account is up to date and uses your current email address.

The deadline for applications is the 17th October 2025.


https://siesta-project.org/siesta/events/SIESTA_School-2025/Sessions.html

Setup and organization of your workspace

® Create your main folder .

} mkdir siesta_school_my_workspace

This folder will contain all the
folders and files for this
school.

B /siesta_school_my_workspace/
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SIESTA School 2025

17th - 21th November 2025 (online)

Summary

The school is aimed at students and researchers from different disciplines who already use, or plan to use, first-principles techniques to simulate properties of matter at the
atomic scale. In particular, the school will focus on the SIESTA method [1,2]. Participants will learn its essential theoretical foundations, and how to use the SIESTA code
effectively. Pre- and post-processing tools will also be presented.

Format

The School will consist of lectures from senior SIESTA developers and hands-on sessions where SIESTA experts will be available for discussion and guidance. These
sessions will take place between 12:30 CET and 17:30 CET.

Autonomous work on the exercises will be possible throughout the day.
Course materials

The school will make extensive use of the Siesta Project Documentation site, which is continuously updated with new tutorials.

The hands-on sessions will involve the execution of software, including pre-compiled versions of SIESTA, on users’ computers. Indications on how to install the required
software with conda will be provided to accepted participants well in advance.

Registration

Persons interested in registering for the School need to apply through the “Participate” tab of the CECAM school web page.
Please make sure that your CECAM account is up to date and uses your current email address.

The deadline for applications is the 17th October 2025.

We will review applications in stages and we will communicate all our acceptance decisions by email by the 24th October 2025. The names of all the accepted participants
will appear on the participants tab of the CECAM website.
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Installing SIESTA
Tutorials

Original paper pEXFO]

[ processmg Original TranSIESTA paper faei: M Latest TranSIESTA paper [LEhS

a-forge v5.4.1 | downloads |312K total

Manuals and other Reference Material

SIESTA for HPC SIESTA is a program for efficient electronic structure calculations and ab initio molecular dynamics

Citing SIESTA simulations of molecules and solids in the framework of Density-Functional Theory (DFT).

-‘_f—l-T 49 - Tutorials

\lnllltl.lil.! Let us show you how to do things
SIESTA!

plore all the features of SIESTA.

EthicalAds is a GDPR-compliant ad

network for devs 3% - Installation. &6 - Citing SIESTA.
No cockie banners, and only

. . o 5 5 ,
dev-focused ads. Installing SIESTA is easier than you might Find the SIESTA papers you need!
think.
T
D - Video Lectures. M - Chat with us!
Learn the theory behind SIESTA. Join our Discord channel to share results
or get help.

Next @
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This set of tutorials will guide you in the exploration of Siesta's features.

<Se“r“h docs ) Before you do anything else, start here. You need to set up your local working environment to
follow the tutorial.
Installin leSTA .IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII. .
g . _ o N = Repo with all the
© Tutorials m * Setting up the local working environment for the tutorial exercises n . .
| | L}
4 T ‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII‘ tUtorIaIS InpUtS
Setting up the local working . L . .
. If you are interested in the theory behind some of these tutorials, you can have a look at the 2021

environment for the tutorial

exercises videolectures:

Video Lectures

+ Video Lectures
[+ Basics of Siesta

[ Intermediate and Advanced Topics Basics Of Siesta

[*] Advanced applications

(51 8ISL, Lua and scripting This section is recommended for all beginners, and also as a refresher for more experienced users.
gf  EEEEEEEEEEEEEEEEEESEEEEEEEEEEEEEESEEEEEEESEEEEEEEEEEEEEEEEEEEDR
» AFirst Encounter with SIESTA
+ Basis sets - Optimization

Post processing

Manuals and other Reference Material

SIESTA for HPC « Basis sets - Special cases Basic tutorials

Citing SIESTA

+ The real-space grid

+ Sampling of the BZ with k-points
+ The self-consistent-field cycle

* Analysis tools
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Before we begin...

Were you able to install SIESTA with conda?

How many of you were able to do it?



Linux users

siesta_Install_miniforge.sh
Archivo  Ver

Péagina |1 |/ — 100%~ +

#!/bin/bash

) Goript to dnstall Hiniforge, configers 1) Downloads

# Does not require root pe ons

if any error occurs

echo "

allation"

echo "Starting Miniforge ir

echo

GE_URL
GE_INSTALLER:

ocading Miniforge...
how-progre SMINIFORGE_URL -0 !

# Install Miniforae silentlw



Linux users

e cp ~/Downloads/siesta_lnstall_miniforge.sh .
e Execute the bash script and it will install conda, create an environment for
this school and, install siesta 5.4.1.

bash siesta_Install_miniforge.sh




Installation completed successfully!

Python wersion installed:
Python 3.14.8

° To use the environment in the future, run:
I n UX u Sers conda activate siesta_school

To wverify SIESTA installation, run:

siesta --version

Executable : siesta

Version : 5.4.1

Architecture : xB6_b4

Compiler version: GNU-14.3.8

Compiler flags : -march=nocona -mtune=haswell -ftree-vectorize -fPIC -fstack-protector-
env/include -fdebug-prefix-map=<prefixe=/work=susr/local/src/condassiesta-5.4.1 -fdebug-p
3

Parallelisations: MPI

MetCDF support

MetCDF-4 support

NetCDF-4 MPI-I0 support

Lua support

ELSI support. Solvers:

ELPA (internal)

NTFoly

ObM

DFT-D3 support

SIESTA packages installed:
# packages in environment at shome/ICNZ/aalcaraz/miniforge3/envs/siesta_school:
siesta P I | mpi_openmpi_h7956bZf_@ conda-forge




Setting up the local working environment for the
tutorial exercises

local environment

git clone https://gitlab.com/siesta-project/documentation/siesta-docs.git

cd siesta-docs

cd work-files

bash 1ink.sh




How is the material organized?

E siesta_school_my_workspace/
E siesta-docs/

docs/

—— LICENSE
——README.md
—— work-files/
—— link.sh

| —— tutorials/

L—— yaml_tests/

siesta

—— advanced/

—— applications/

—— basic/
| —— first-encounter/

I
I |

L—— scripting/

Remember which folder
you are working in



siesta

Some tutorials may be updated during the week

E siesta_school_my_workspace/
E siesta-docs/ $ git pull

work-files/ $ bash link.sh

Pay attention to the
instructions from each
instructor.



How do we run'siesta ?



. oad de environment

® Activate the conda environment:
conda activate siesta_school
® Verify siesta availability
which siesta
/home/ICN2/aalcaraz/miniforge3/envs/siesta_school/bin/siesta

siesta --version

3

Parallelis

Ne



Exercise 1

Enter:

B siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/01-CH4-Basic

first-encounter/

first-encounter/ —— 01-CH4-Basic/

—— 01-CH4-Basic/ } — E::h4.fdfI

| ——-ch4fdf —— C.psm

| ——C.psml | ——H.psml

| H.psml | ——exercise_1

—— 02-CH4-Basis/ I I — ((::hssfg]fl
03-CH4-XC-Functional/ o H b

- Create a new folder inside 01-CH4-Basic: exercise_1 mkdir exercise_1 |

« Copy the inputs from 01-CH4-BASIC to exercise_1 cp ch4.fdf C.psml H.psml exercise_1/

«  Execute the following: cd exercise_1

First run

mpiexec -n siesta ch4.fdf ch4.out




What did this command do?




----------------------------------------------

----------------------------------------------

What are the main ingredients?

For most basic SIESTA calculations, we need at least two inputs:

e Pseudo potential files (e.g. available in PSML format from
http://www.pseudo-dojo.org, or a PSF created with ATOM).

e An fdf file with the input options (Flexible Data Format).

exercise_ 1/
—— ch4.fdf
— C.psml

H psml npiexec -n siesta ch4.fdf ch4.out



http://www.pseudo-dojo.org
http://www.pseudo-dojo.org
http://www.pseudo-dojo.org

First ingredient: pseudopotential

Recommended way: get it from pseudo-dojo (pseudo-dojo.org) as a psml file.

2] —
PSEUDO

Select the Bavor and formad. then cick "Downioad” 1T
10 get ihve complete table Of psewdos o choose 3 1w HICy

{ tunts
i1 095
i 22|
3 00|




Second ingredient: What's in the FDF?

The fdf file contains all relevant input options for our simulation:

e Sort of data:
o Name-value pairs

o Blocks
e (Case insensitive
° M|n|ma| InfO e .
General system information SystemLa bel_ :
Structural information NumberOfSpecies
: NumberOfAtoms
Let's have a look... ChemicalSpeciesLabel
LatticeConstant
LatticeVectors

: AtomicCoordinatesFormat :
i AtomicCoordinatesAndAtomicSpecies |

”
*
-------------------------------------------------------------------------------



What's in the FDF? System information

All output filenames will begin with
#General system specifications “ch4.”
SystemMame CH4 molecule
SystemLabel cha
NumberOfAtoms
mberdfipecies & Different “kinds” of atoms present.

Total number of atoms in the simulation box.

#block ChemicalSpeciesLabel
1 6 C # Species index, atomic number, species label
Z 1H # Species index, atomic number, species label
#endblock ChemicalSpeciesLabel

Note that we have to types of inputs:
single variables, and blocks.




What's in the FDF? System geometry

#Unit cell for the calculation
LatticeConstant 15 Ang Multiplies all lattice vectors by a constant. Note
#block LatticeVectors tf\@ units.

1.000 0.000 0.000

0.000 1.000 O.000
0.000 0.000 1.000
#endblock LatticeVectors

The lattice vectors themselves.

#Atomic coordinates
T e Unit for the atomic coordinates block. Can
also be “fractional”.
#block AtomicC cSpecies

@ . B8 D . DO P ; # C

1.219 B.28 g 7 s # H
P.284 .219 p.377 2 #H Atomic coordinates and species index
2.140 ). 14 . 2 #H (1 for C, 2 for H).

0.833 0.833 D. 503 Z # H

#endblock AtomicCoordinatesAndAtomicipecies




What's in the FDF? Other options

# Type of solution Sol .
SolutionMethod diagon olver options.
# Basls set definition
PAD.Basissize

i " Basis Set Options
PAD.EnergyShift &

#Real space grid . .
MeshCutoff 125.@ Ry Relates to the amount of points for grid-based

operations.

# Convergence of SCF
Max5CFIterations

SCF.Mixer.Weight @. Options for SCF acceleration.
SCF.Mixer.History




What about the outputs?

SIESTA prints out to standard output



What are all of these files???

@_NORMAL_EXIT chd . BASIS_ENTHALPY ch4.DM  ch4.HSX
BASIS_ENTHALPY ch4.bib ch4.EIG ch4.KP
BASIS_HARRIS_ENTHALPY ch4.BONDS ch4.FA  ch4.0RE_INDX
chd.allec chd . BONDS_FINAL ch4.fdf ch4.out

ch4 . STRUCT_OUT C.ion.nc fdf.202511157T831241.488.1og H.1on.xml PARALLEL_DIST
ch4.times C.1on.xml FORCE_STRESS H.psml TIMES

ch4 . XV CLOCK H.1on MESSAGES

C.1lon C.psml H.1on.nc OUTVARS . yml




What are all of these files???

KS eigenvalues

Density Matrix Restart

O_NORMAL _EXTT ch4.BASTS_ENTHALPY] ch4.DM W

BASIS_ENTHALPY ch4.b1ib cha.ELG
BASIS_HARRIS_ENTHALPY ch4.BONDS ché. FA

ch4d.alloc chd . BONDS_FINAL :

Coordinate Restart Forces on atoms

General Output file: log, out, you name it

fdf .20251115T031241.488.1log H.1on.xml
H.psml

MESSAGES
OUTVARS . yml

Forces and Stress N :
Timing information



Outputs: ch4.out

Executable : slesta
Version : unreleased a@5b5F95a (2025-89-16)
Architecture : XBb_b4
Compiler version: GNU-13.3.9
Compiler flags : -fallow-argument-mismatch -03 -march=native
Parallelisations: MPI
Lua support
EL5I support. Solwvers:
ELPA (internal)
NTPoly
OMM
DFT-D3 support

Runtime information:

* Directory : fusers/ens/alcaraza/Siestas/siesta-docs/work-files/tutorials/basic/first-encounter/81-CH4-Basic
* Running on 4 nodes in parallel.

>> S5tart of run: 29-0CT-2025 17:43:57

kEkkEkkE Rk EEREEREEREE KK

* WELCOME TO SIESTA *

e e e ofe o e o o o e ok o o o ok o o ok ok o ok ok ok




Outputs

initatom: Reading input for the pseudopotenti
= mi 1 Atomic number bel: C
2 Atomic number: 1 Label: H

PSML uuid: 5la

generation: 1s: Total c
t Ilmxkb to 2

(one more than the bas
Use PS.lmax or




Outputs

atom: SANKEY-TYPE ORBITAI
SPLIT: Orbitals with angular momentum L= @
SPLIT: Basis orbitals for state

SPLIT: PADO cut-off radius determined from an
SPLIT: i

rgy shift -
d on tail norm

potential{ioni
Itom: Total number of Sankey-type orbitals: 4

atm_pop: Valence conf ation (for local Pseudopot.




Outputs

2645 -
-1.57414 -1.

(7, TR N

System type = mole
initatomli : Mumber of atoms, orbitals,

whkaRkRRRRRERERRRRRE Simulation p Bh @G R ok ook ok ok o ok

The foll g are some of the parc
of the parameters d, including ault valu

none

Spin
Long output

e density in wi appe in .RHO file
e Mulliken charges ( = none
e Mulliken = NO
none
none
= none

: Min. number of SCF Iter
number of Iter
v failure will abort job

Mix DM or H after
Recompute H after




Outputs

outcell: Unit
15. 000000

ty Matrix...

d DM from file... Failed...

arsity=. , refcount:
refcount: 1>

125.000 143.274 Ry
ibution
distribution 4
Ietting up quadratic distribution...

stepf: Fermi-D step function

omposition (
05789¢




Outputs

siesta: Program's energy decomposition (eV):
siesta: Ebs -87.@857890

siesta: Eions 407 . 435544

siesta: Ena 134.583366

siesta: Ekin 143.164339

siesta: Enl -10.

siesta: Eso 8.

siesta: Edftu 8.

siesta: DEnc 3.58221@

siesta: DUs« B.299525

siesta: a.

siesta: -7

siesta: Ec -11.
siesta:

siesta: EbV

siesta: eta*Dd)

siesta: Emadel

siesta: Emeta

siesta: Emolmec

siesta: Ekinion

siesta: Eharris 232 . 138754
siesta: Etot 722 .521860
siesta: FreeEng 722 .521860




Outputs

dDmax.
1.101199
8.155 24.53
-222 .538095
19

SCF Convergence by DM+H criterion
max |DM_out - DM_inl
IH_out - H_inl
e nverged after 6

to compute the fi
with KB's overlaping or

S - E_eggbox =

[x,y,z,yz,xz,xy]
11 -225.95

s




Outputs

Ekinion =
Eharri

Et

Ban

Exch .
Ion-electron




Outputs

a: Atomic for

(7, S TR R

@.000572

Units
ohr**3

Enthalpy
asis Pre

ntribution = @.49 3 eV
V_orbitals = eV

and _ENTHALPY fil re deprecated. They will be removed in future reled
em_Label .BASIS_ENTHALPY in your ripts instead.

-0.011465 -0.011465 9.083499
-9.829140 -0.029140 @.024144




Outputs

: Please indicate the 5iesta version in published work: unreleased a@5b5f95a (2025-@9-16)
: This calculation has made use of features in the following articles
: which we encourage you to cite in published work.
: (Please see "ch4.bib" for a BibTeX file.)
Primary SIESTA paper
DOI: www.dol.org/10.1088/8953-8984/14/11/382

PSML pseudopotential form
DOI: www.dol.org/1@.1016/j.cpc.2018.02.011

>> End of run: 29-0CT-2025 17:43:59
Inb completed




Other things to choose

1.
2. Functional
3. Basis set



Choosing a DFT functional

SIESTA offers different families of DFT functionals:
e LDA (CA PW92)
e GGA (PW91,BLYP, PBE, PBESol, RevPBE)

e Van der Waals functionals (DRSLL, VV)

XC.functional GGA

XC.authors PBE




A peek into basis sets

For now, we will only concern ourselves with:

e Exploring the basis set cardinality (SZ,DZ, SZP, DZP,TZP), i.e. the amount of
basis functions per atom. In principle, more functions imply a better quality,
but also an increase in computational costs.

e Playing with the energy shift, which essentially modifies the cut-off radius of
the basis set. The lower the energy shift, the larger the cut-off radius of the

orbitals.



Exercise 2 (We will improve our input)

Enter:

B siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/02-CH4-Basis

first-encounter/

first-encounter/ —— 02-CH4-Basis /

—— 01-CH4-Basic/ } — c(::h4.fdfI
—— 02-CH4-Basis/ - C.psm

| F—— ch4.fdf | ——H.psml

| ——C.psml | ——exercise_2
| ——H.psml

L—— 03-CH4-XC-Functional/

e Create a new folder inside 02-CH4-Basis: exercise_2 mkdir exercise_2



Exercise 2 (We will improve our input)

----------------------------------------------------
----------------------------------------------

INPUTS FOLDER : :  exercise folder
i 02-CH4-Basis/
— 02-CH4-Basis/ —— exercise_2/
| ——58z 10
| ——5z 50
1. Copy all files from the input folder to the each condition folder.
2

In this exercise you will do a scan modifying the basis set and the energy shift value.

# Basls set definition

sasis sel BB DZ szP DzP TzZP
PAD.BasisS1ize
PAO.EnergyShift 250 meV Energy Shifts (meV): 10 50 100 150 200 [l 300

Everything siesta:  Total= -221.815381 Q
depends on how

you organize it




Exercise 2

(We will improve our input)

--------------------------------------

---------------------------------------

/

— 02-CH4-Basis/

-------

-------

----------------------------------------------------

----------------------------------------------------

02-CH4-Basis/
—— exercise_2/

| ——SzZ_10
| ——SZ.50

» You will need to extract the total energy from each output file for every tested condition

« Generate a data file for each tested basis.

Energy file for SZ

#E. Shift Total Energy
# [meV] [eV]

#

10 -221.815381
50 -221.815381
100 -221.815381
150 -221.815381
200 -221.815381
250 -221.815381
300 -221.815381

You will have 5
files with the
energy info.



Exercise 2 (We will improve our input)
https://drive.google.com/file/d/1azhVIPiwxDUY Jvdd72aD4nogV3RyQQfS/view?usp=sharing

| pIOt—gnupIOtSh bash ../siesta/plot_gnuplot.sh -x "Energy shift (meVv)" \

-y "Total Energy (ev)" -1 "SZ, SZP, DZ, DZP, TZP" \
-f bes_1.dat bes_2.dat bes_3.dat bes_4.dat bes_5.dat

-221.5

-222

-222.5

)
N
w

-223.5

Total Energy (eV)

-224

-224.5

-225

0 50 100 150 200 250 300
Energy shift (meV)



Exercise 2 (We will improve our input)

-221.5

Total Energy (eV)

SZ —e— 1.05
S7P —e— SZ —a—
DZ —g— S?P —e—
‘\ DzP bzr —e—
-222 ~, TZP —e— TZP —e—
\ ! \
2225 — * B
. 0.95
—9 T
= c
.223 S
o
2
© 009
&
2235 ht — b
8 \/
Q
/l E
F 085 |.e
-224 ,,/’4/ \ ’_/—-'*l\ p
" —
— ——— " /»
2245 0.8
\ / \‘ / b
-225 0.75

0 50 100 150 200 250 300 0 50 100 150 200 250 300
Energy shift (meV) Energy shift (meV)



Exercise 2 (Best options for CH,)

----------------------------------------------

# Basis set definition SRR :
PAD.Basissize 5 JETTCT O L PO PTCLPC LT CCPILLTRP .

FAD.EnergyShift 258 meV 50_1 00 mev

---------------------------------------------




Exercise 3

Enter:

siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/03-CH4-XC-Functional

first-encounter/

first-encounter/ —— 03-CH4-XC-Functional/

—— 01-CH4-Basic/ } |_|‘ c(::h4.fdfI

|—— 02-CH4-Basis/ | H.psmI

[—— 03-CH4-XC-Functional/ ——H.psm

| —— ch4.fdf | ——C.gga.psml

| ——C.psml | ——H.gga.psml

| ——H.psml | exercise_3

| ——C.gga.psml

| ——H.gga.psml

« Create a new folder inside 03-CH4-XC-Functional: exercise_3 mkdir exercise_3

Copy the 4 pseudopotentials and the FDF file to exercise_3 cp *.psml ch4.fdf exercise 3



Exercise 3

Enter:
siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/03-CH4-XC-Functional

» Modify these lines in the input file and execute the job:

03-CH4-XC-Functional

XC.functional GGA
XC.authors PBE

03-CH4-XC-Functional

mpiexec -n 4 siesta ch4.fdf ch4.out

ctional:
- dew, erhof 1996
s YOU W|” flnd the following Warning in the OUtpUt : | G: Pseudopotential generated with LDA PW9Z2 functional

(=fit) from psml datc




Exercise 4

Enter:

siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/03-CH4-XC-Functional

Create a new folder (exercise 4), copy the inputs from the parent folder and modify the input:

03-CH4-XC-Functional

XC.functional GGA
XC.ars=~=~ noEe

xc_check: Exchange-correlation functional:
xc_check: GGA Perdew, Burke & Ernzerhof 1996

Ic_check: WARNING: Pseudopotential generated with GGA PEEsol functional
“leclGot Vlecal (oncv-fit) from psml data
2 11Choosing vlocal chloc cutoff: 4.114076
%end® gtot up to nchloc:

03-CH4-XC-Functional

mpiexec -n 4 siesta ch4.fdf > ch4.out Did you get the
= - warning?




Exercise 4

Enter:

siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/03-CH4-XC-Functional

xc_check: Exchange-correlation functional:

xc_check: GGA Perdew, Burke & Ernzerhof 1996

IE check: WARNING: Pseudopotential generated with GGA PBEsol functional

ot Vlecal (oncv-fit) from psml data
Choosing vlocal chloc cutoff: 4.114876
gtot up to nchloc:

Did you get the
warning?



Exercise 5

Enter:
siesta_school_my_workspace/siesta-docs/work-files/tutorials/basic/first-encounter/03-CH4-XC-Functional

« Create a new folder (exercise 5), copy the inputs from the parent folder and modify the input:

* Modify the XC.Authors and run again. Did you get the warning?

xc_check: Exchange-correlation functional:
Jc_check: GGA PBEsol

Got Vliecal (oncv-fit) from psml data
Choosing vliocal chloc cutoff: 4.1140Z26




Questions?
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