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cclib / cclib @ Watch~ 8 W Star 22 Y Fork 18

Parsers and algorithms for computational chemistry logfiles http://cclib.github.io

<> Code I
1,726 commits 6 branches T releases 6 contributors

@ Issues
- ———
P branch: master~  cclib / + i=

i1 Pull requests 1
Merge pull request #190 from langner/master

Wiki

n berquist authored 19 days ago latest commit 4ag8a9525dg Fe

B data Move regressions to cclib-data (#152) 2 months ago 4~ Pulse
B old We can archive the wiki download script 7 months ago

ﬂ Graphs
B src For now, fail silently when importing external dependencies. 26 days ago
B test Tests: add two stubs for testing writer module a month ago HTTPS clone URL
B .gitignore Merge pull request #148 from langner/nonumbers 6 months ago https://github.con/ | ek

) . ) ) ) You can clone with HTTPS, SSH,
B travis.yml Travis: remove problematic bridges tests, add writer tests 19 days ago or Subversion. ®
@ ANNOUNCE New DOI from Zenodo 3 months ago @ e teeor
B cHANGELOG Bump 1.3->1.3.1 3 months ago
<> Download ZIP

B INSTALL Update INSTALL 7 months ago
B LICENSE Changed version number from 0.5b to 0.5. Replaced the LICENSE file wi... 9 years ago
B README.md Add the logo to the README. 28 days ago
B THANKS Bump 1.3->1.3.1 3 months ago

& logo.png Add the logo to the README. 28 days ago

=5 T P - T [P T T T B D DY T I T I ST N T T T PR Y R P S PN o



Branches
cclib / cclib @Watchv 8  KStar 22 YFork 18

m Active Stale All branches Search branches...

<
Default branch
o
master Updated 19 days ago by berquist v m i
Stale branches
turbomoleparser Updated 4 years ago by ATenderholt 964 |38 t,'] Compare M
molcas Updated a year ago by langner 815|4 t:] Compare fal

cbridge Updated a year ago by ATenderholt 8171 t:! Compare
mopac Updated a year ago by ATenderholt 6472 t:] Compare

fragments Updated 4 months ago by langner v 2060 t:] Compare



Issue

cclib / cclib

m Pull requests Labels Milestones Filters ~

@® 300pen « 52 Closed

© Test bridges with Travis [T =9

#200 opened 19 days ago by langner

(@O Symmetry in test jobs [y Eay

#197 opened on Apr 6 by berquist

(@ Towards v1.4 maintenance
#196 opened on Apr 1 by langner vi.d

© Parsing multiconfigurational/multireference outputs [ RS
#195 opened on Mar 25 by berquist

® Molcas parser [ [EES (D

#191 opened on Mar 22 by berquist

(@ Tests and coverage for aonames [(59
#184 opened on Mar 9 by langner v1.4

@ Atom labels in NWChem (aonames) [IE0g
#181 opened on Mar 3 by ATenderholt vid

(® Support Cfour output XT3

#180 opened on Feb 27 by ATenderholt v2.X

P L T T . -7

is:issue is:open

Author =

Labels ~

@ Watch ~

Milestones ~

8

Y Star

22

Y Fork

Assignee ¥

Sort ~

18

<



DALTON: expand parser capabilities and test coverage
#198

WIS N berquist wants to merge 15 commits info cclib:master from berquist:dalton

#® Conversation 5 < Commits 15 @ Files changed 38

berquist commented 29 days ago Collaborator

Work on extending the parser and tests will continue in this pull request; I've decided to open it now so

progress can be fracked.

Eﬂ berquist added some commits 29 days ago

“ DALTON: all old and new test jobs pass opening with ccget. - x
“ Update the README to be a bit cleaner, using badges.
“ Add the Markdown extension for the README file.

B Add the logo to the README. v

% [l verquist added [Ea IIYR[ET] 1abels 29 days ago

'i' ﬂ berquist added this to the v1.4 milestone 29 days ago

Eﬂ langner and others added some commits 22 days ago

’..} Merge pull request #199 from berquist/master --- x
“ Merge pull request #19@ from langner/master -- v
[ |

@, Merge remote-tracking branch ‘eric/dalton’ into dalton -
r..} Tests: fix typo in summary of test_data
r..} Dalton: work on gecopt-related attributes (geovalues, optdone, atomco. --

-
u langner commented 14 days ago Owner

As | mentioned in berquist/cclib#4, DALTON does not seem to support UHF, se we can remove those data

tests.
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Settings
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axXv b
17 All branches ~

YERE

Joog

B} Mitsuaki Kawa...
E} Mitsuaki Kawa. ..
EA Mitsuaki Kawa. ..
B Mitsuaki Kawa. ..
E) Kazuyoshi Yos...
B} Mitsuaki Kawa...
EA Mitsuaki Kawa. ..
E Mitsuaki Kawa. ..

E) Kazuyoshi Yos...
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Snippets ~

a=vk
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480aed4
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2109127
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Find a repository...

.gitignore : <=1 J7)LHpdf, doxygen, opensdf(VisualStudio )% fEfH

*.eps, *.odg : #TL LYY =1 —(Mouse Drag)DEHKDIEN.

dvi,toc,aux,manual_*log : tex¥-r Ftzw bOBFICHETL BT 7L

src/fermisurfer.c : 527w/ X~ 1 —(C mouse dragl ZBMUL. FSwvIROENER [

doxygen® I > Rl 1B,

AR — A J— Rldsren, ¥=1 7)Y —A0— Riddoc/iA, ~¥=1 7)LADBHR(E

Sources of manuals in English and Japanese
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© FORGE

m—h A

B 071> LELIE: Maitsuaki | 07!

Quantum ESPRESSO h=b » JOZT » Quantum ESPRESSO » [~5wJjJ— » Feature Requests » 5 wi— 77 ADHE
» HU¥U—
D byTU— EEE: DY TH:: Status: BEEhdF— B
= = EH
» LA—F1>4 [ | | [B0  ~] [0 v ~v] [ v] [FE v
e
» JA—TA
I ) 2 I S N
rSwn—
° = Add printout of convergence thresholds Paolo Giannozzi Paolo Giannozzi Closed 2009-03-11  2009-03-20  2009-03-20
B Support 8 Use inversion symmetry - Layla Martin-Samos Paolo Giannozzi Open 2009-03-11 2009-03-14
- 9  Reduce /OinCP B Nobody Paolo Giannozzi Closed ~ 2008-03-19  2013-02-13  2013-02-13
. 15  Projected DOS with tetrahedra BN nobody Paolo Giannozzi Open  2009-06-11 2009-06-11
ugs
17 constant of motion in CP dynamics B nobody Paolo Giannozzi Closed ~ 2009-07-16  2009-09-29  2009-09-29
e == 98  ph.x: Avoiding the recalculation of the band structure in distributed phonon dispersion jobs - Nobody Paolo Giannozzi Open 2013-02-13 2013-02-13
® ToDo 112 | More flexible 1/O directories B Nobody Palo Giannozzi Open  2014-04-02 2014-04-02
e 146  manycp.x BRI nobody Paolo Giannozzi Closed  2014-12-07  2014-12-22  2014-12-22
e 148  Analytical HGH pseudopotential BRI nobody Paolo Giannozzi Open  2014-12-08 2014-12-08
L
151 | More efficient minimization at very strict thresholds - Nobody Paolo Giannozzi Open 2014-12-12 2014-12-24
[ BB 155  XSpectra and Gamma-only arid B Nobody Paclo Giannozzi Open  2014-12-22 2014-12-22
le &TU 156  Efficient structural optimization (bfgs) with tar option B nobody Paolo Giannozzi Open  2014-12-24 2014-12-24
PO 157  PAW with spin polarized BLYP B nNobody Paclo Giannozzi Closed  2015-01-15  2015-02-17  2015-02-17
SR — 158 | Automatic choice of parallelization levels - Nobody Paolo Giannozzi Open 2015-01-16 2015-01-16
e D= r32Y..
159  variable-cell with electric fields - Nobody Paolo Giannozzi Open 2015-01-16 2015-01-16
[ Users monitoring... 161  NEB with no /O BRI Nobody Paclo Giannozzi Open  2015-01-23 2015-01-23
Le Workflow rules 174  band plotting B nobody Giovanni Cantele Open  2015-03-23 2015-03-23
o PFIAT
> News 1
» Jralb
» DAR ©) FORGE

Community Edition

¥ Wiki
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Yambo

yambo

Wyckoff Positions Parser wpp

WanT want
VIBrational TOOLS vibtools
vdW-DF Exchange- vdw-df
Correlation Functional

Unfold unfold
TSMD tsmd
Third order DFPT d3g
thermo pw thermo pw
TDDEPT tddfpt
Solvent Models and electroemb
Electrochemistry

Shirley shirley
Self-energies And sax-project
eXcitations

RECOMBinations recomb
Quasiharmonic gha
Approximation

Quantum Monte Carlo  turborvb
Quantum ESPRESSO g-e
QMMM wrapper gmmmw
QE-tutorial ge-tutorial
QE+MBH gembh
QE live distribution ge-live
QE-GPU -e-gpu
QE-GIPAW ge-gipaw
PWTK pwtk
Public EPW epw-public
PSlibrary pslibrary
phiGEMM phigemm
NKC sIC nke

Multi Scale Modeling ms2
Simulation

MiniDFT minidft
iotk iotk
GW+Wannier aqww

Yambo is a FORTRAN/C code for Many-Body calculations in solid state and molecular physics. Yambo can calculate in an Ab-Initio manner absorption, energy loss and quasiparticles
properties. Yambo is parallel and interfaced with Abinit and PWscf.

Wyckoff Positions Parser...
WanT is a GNU-GPL software aimed at the calculation from first principles of electronic and transport properties of nanojunctions making use of maximally localized Wannier functions.

VIBTQOLS is a suite of small programs performing post-processing of ab-initio forces and positions to calculate infrared, Raman, vdos , neutron effective density of states, dynamic structure
factor, etc.

The objective of this project is to completely self-consistently implement the truly non-local van der Waals exchange-correlation functional vdW-DF (see M. Dion et al., PRL 92, 246401
(2004) and T. Thonhauser et al., PRB 76, 125112 (2007).

A post-processing tool for QuantumESPRESSO to unfold energy bands of supercell calculations.
A classical molecular dynamics code using polarizable force fields and including tools for generating ab-initio parametrized force fields and for trajectories analysis.

Compute the third order derivative of the total energy with respect to three monochromatic lattice perturbation. This project uses the "2n+1" extension of Density Functional Perturbation
Theory.

The purpose of this project is to build and test a set of fortran drivers for the parallel and/or automatic computation of material properties using the QE routines as the underlying engine.

Time Dependent Density Functional Perturbation Theory using Lanczos chains for calculating photo-spectral properties of molecules or extended systems . Tightly integrated to Quantum
Espresso. See http://arxiv.org/abs/0801.1393 for detailed explanation.

The objective of the project is to develop computational tools for the description of quantum systems in complex environments.

Shirley enables fast, efficient, accurate, and fully-automated k-point interpolation of electronic structure.

SaX is a package for the calculation of electronic and optical properties in the framework of many-body perturbation theory (GW approximation). SaX implementation is based on periodic
cells, plane-waves and pseudopotentials.

Recomb is a Fortran code for Coulomb-driven recombination rates calculations, based on density-functional theory, plane waves and pseudopotentials. Lifetimes are calculated using Fermi's
golden rule.

Calculation of Thermodynamics properties using the Quasi - Harmonic Approximation

TurboRVB is a very efficient quantum Monte Carlo package, based on a geminal wave-function (AGP) and a highly accurate Jastrow factor. These ingredients allow to implement the RVB
theory of electronic correlation.

Quantum ESPRESSO is an integrated suite of computer codes for electronic-structure calculations and materials modeling at the nanoscale. It is based on density-functional theory, plane
waves, and pseudopotentials (both norm-conserving and ultrasoft).

QMMM wrapper is based on the original idea and code MS2 of Riccardo Di Meo. QMMMW, works as an interface between the Born-Oppenheimer DFT engine of Quantum ESPRESSO and the
classical Dynamics engine of LAMMPS.

Repository for material useful in organizing Quantum ESPRESSO tutorials

QE+MBH stands for Quantum Espresso + Many Body Hamiltonian. The project aims to extend the DFT+U scheme to deal with spin-orbit coupling and non-collinear magnetism. Other model
Hamiltonians will be introduced to treat more accurately e-e interactions.

This project aim to build and mantain a simple Linux live distribution including open-source scientific tools, binary and source of the most recent QE version and a installer for fast deploy.
This independent repository collects various GPU piece of codes related to the Quantum ESPRESSO suite in order to exploit new hybrid CPU+GPU high performance computing systems.

This is the new home of GIPAW (Gauge-Including Projector-Augmented Wave). GIPAW allows to calculate NMR and EPR spectra.
The PWTK stands for PWscf ToolKit. PWTK is a Tel seripting interface to PWscf set of programs contained in the Quantum Espresso distribution.

Public EPW is the public branch of the project EPW
The purpose of the project is to provide a library of inputs of the Id1.x code for the generation of a standard set of norm conserving, ultrasoft and PAW pseudopotentials.

The phiGEMM library is a numerical library that implement Level 3 BLAS GEMM routines (S/D/C/Z) that take advantage of heterogeneous multi-core compute nodes (or workstation)
equipped with NVIDIA GPU cards.

This project is aimed to the development and testing of a new self-interaction scheme.

Software platform for the modelling of nano-materials with simulations that range from the meso-scale to the quantum scale, employing the Quantum Espresso suite and the LAMMPS
engine.

MiniDFT is a minimalist version of Quantum ESPRESSO that performs only LDA total energy and gradient calculations. The purpose of miniDFT is to explore new parallelization schemes,
programming languages, programming models and computer architectures, and evaluate their suitability for plane-wave DFT calculations. These types of experiments will be more easily
done with MiniDFT than with QE, because the current version of MiniDFT is significantly smaller than QE.

This is a library to perform input/output on xml files from FORTRAN.
GWW or the computation of the GWa quasi-particle energies, based on the use of Wannier-like orbitals.
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WIKI

o7 @A EE  A~LT/BAE | Trac [£20T

WikiStart A==
Welcome to the ALPS developer wiki Welcome to the ALPS developer wiki
Repaository
This site is meant as primary ALPS development coordination center. We can now use Trac to Starting Points
Documentation
» track bugs, Guides and HOWTOs for the ETH computational physics groups
« plan and cooperate on new projects, ﬁf;;n-c?d btu"dts
H Infrastructure
* view the source code. HDF § schemas
. . " . . . Provenance discussion notes
You need to log in to use almost all features. The usernames and passwords are identical to those for the Subversion repositories. ALPS developer maating notes

Repository
The ALPS repository is open and can be accessed at:

svn co https://alps.comp-phys.org/svn/alpsl/trunk/alps

Starting Points

e TracGuide -- Built-in Documentation

e =*The Trac project -- Trac Open Source Project

* CrTrac FAQ -- Frequently Asked Questions

* TracSupport -- Trac Support

* Mailing list =» comp-phys-alps-devel@list.comp-phys.org

Documentation

e ETH -- HOWTOs and guides for the ETH group

* Archive -- How to obtain the persistent file archive for Vistrails to speed up tutorials
e CustomCMake -- How to build a CMake envirement for a custom application

» AlpsPython -- How to use ALPS within Python

* Plot3D -- How to make 3D plots

* ALPS NGS Documentation -- Documentation of the new alps interfaces

» NewDocumentation -- Development of new ALPS documentation

Guides and HOWTOs for the ETH computational physics groups

You always store things on the correct shelf..."

* Subversion

« JhEH—/\




gmc/ dsqgss ®Watch~ 2  HStar 0 YFork 0

Home Edit

yomichi edited this page on Oct 7 2014 - 6 revisions ©
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ALAMODE « JEFAFMEFETILYIL/IN—
* Github (sourceforge T2 )

Program package for anharmonic phonon calculations http://sourceforge.net/projects/alamode

625 commits 2 branches 5 releases 1 contributor

P branch: develop~ | alamode / +

Merge branch 'release/v.0.9.4" into develop

.;q. ttadano authored on Feb 16 latest commit d2199fbbb1 Ee
alm Change 0.9.3 —-> 0.9.4 3 months ago
anphon Change 0.9.3 —-> 0.9.4 3 months ago
docs Change 0.9.3 —-> 0.9.4 3 months ago
example/Si Changed 0.9.1 --> 0.9.2 7 months ago
external combination.hpp is moved to the external folder a year ago
include Tentative modifications for replacing .info file to .xml file. a year ago
tools Fixed issues of displace.py for QE. 4 months ago

[® changeLog.md Changes for version 0.9.4 3 months ago
[® LICENSE.txt Add license descriptions to all *.cpp and *.h files. a year ago
B README.md Change 0.9.3 —-> 0.9.4 3 months ago
B alamode.sin Added setting files for Visual studio 8 months ago

README.md

ALAMODE

» Version 0.9.4 (Beta)



ttadano / alamode

¥ branch: master ~

Commits on Apr 16, 2015

® " ® Avoid some compilers to warn the usage of std::pow(int, int)
ttadano authored on Apr 16

Commits on Feb 16, 2015

® " Merge branch ‘release/v.0.9.4'
ttadano authored on Feb 16

=" Change 0.9.3 -->0.9.4
ttadano authored on Feb 16

® B ® Changes for version 0.9.4
: : ttadano authored on Feb 16

Commits on Feb 13, 2015

® " ® Since "nzero" may be a little confusing, fcs.cpp was modified
: : ttadano authored on Feb 13

Commits on Feb 12, 2015

® " " Migration of PRINTV3 that print the matrix element [V3(q;q';q")|*2 ...
.z. ttadano authored on Feb 12

" =" |mplement SPS=2 that calculate three-phonon scattering phase space wi...
ttadano authored on Feb 12
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6H dstrubbe Backport of 14041 to branches/5.0.x: ...

8H micael Reverting . After a more careful analysis of the logs, it seems that ...

141 H | micael Removed all Libxc sources. Note that the new Libxc repository can be ...

38 xavier Two new functions: * ps_has_density: returns true if the pseudopotential
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Lik—bk—8 | hAFAZI
{1} Active Tickets (o)
e List all active tickets by priority. IR SERT B | 100
e Color each row based on priority.
=5 |

Ticket #]E dvk—x=> b FACE = TANWA =2 N e AFT—HR Created
#42 Write documentation for Curvilinear Coordinates doc trunk future task anonymous hew 2006/07/05
#85 Write some tutorials for Sternheimer linear response doc trunk future task Xxavier new 2007/12/02
#82 Curvilinear coordinates test fails with domain parallelization testsuite trunk future defect xavier assigned 2007/10/26
#104 Complete tutorial on solids doc trunk enhancement dstrubbe new 2015/02/20
#120 Add a test for the species_charge_density testsuite trunk 5.0.0 task anonymous new 2015/03/24
#102 Fix Poisson solver and implement Ewald sums for partially periodic systems octopus-core  trunk 5.1.0 defect rozzi new 2015/02/20
#105 Parallelization of photoemission octopus-core  trunk 5.1.0 defect umberto new 2015/02/20
#111 Make LCAQ work properly for spinors octopus-core  trunk 5.1.0 defect anonymous new 2015/02/20
#119 Add a test for the species_from_file testsuite trunk 5.1.0 defect anonymous hew 2015/03/24
#99 Replace oct_parser C-Fortran interface with Fortran 2003 interface parser trunk 5.1.0 enhancement anonymous new 2015/02/20
#103 Include LibISF as external library octopus-core 5.1.0 enhancement joseba new 2015/02/20
#106 Non-orthogonal unit-cells octopus-core  trunk 5.1.0 enhancement ravindra new 2015/02/20
#107 Use fxc from Libxc for GGAs octopus-core  trunk 5.1.0 enhancement anonymous new 2015/02/20
#108 Implement exchange term in Casida for Hartree-Fock and hybrids octopus-core 5.1.0 enhancement anonymous new 2015/02/20
#109 Implement constraints in geometry optimization octopus-core  trunk 5.1.0 enhancement anonymous new 2015/02/20
#110 Parallelize exact exchange in states octopus-core  trunk 5.1.0 enhancement anonymous new 2015/02/20
#112 Make Sternheimer equation parallel in states octopus-core  trunk 5.1.0 enhancement dstrubbe new 2015/02/20
#118 Add a test for the species_jellium_slab testsuite trunk 5.1.0 task anonymous new 2015/03/24
#122 Add a slave with support for libpspio testsuite trunk 5.1.0 task anonymous new 2015/03/24
#80 Double grid doesn't work with domain parallelization octopus-core  trunk future defect xavier assigned 2007/09/26
#91 Full OEP is not tested octopus-core  trunk future defect anonymous new 2008/02/15
#94 Problems with FFTW3 and memory alignment external_libs future defect anonymous new 2008/07/23
#113 Implement PAW octopus-core  trunk future enhancement anonymous new 2015/02/20
#114 Implement range-separated hybrids octopus-core  trunk future enhancement anonymous new 2015/02/20
#115 Implement vdW-DF functionals octopus-core  trunk future enhancement anonymous new 2015/02/20
#116 Implement Tkatchenko's van der Waals functional octopus-core  trunk future enhancement anonymous new 2015/02/20
#90 Careful check of the EXX potential calculation octopus-core  trunk future task anonymous new 2008/01/20
#101 Merge the different versions of the Octopus/APE/BerkeleyGW testsuite scripts testsuite trunk enhancement anonymous new 2015/02/20
#121 Merge species_charge_density into species_user_defined octopus-core  trunk 5.1.0 enhancement anonymous hew 2015/03/24
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