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Open Knowledgebase of Interatomic Models (OpenKIM)

OpenKIM by the Numbers (10-Aug-2021)

543 interatomic potentials
2613 property tests
10 verification checks
74,899 reference data items
15 KIM-compliant platforms
710 registered users in 50 countries https://openkim.org 

+ KIM-API

https://openkim.org
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Installing the KIM API and library of KIM potentials

Installation 
from binary

Similar procedures for openSUSE, Fedora, FreeBSD, AUR,CentOS, Debian, …  soon for Windows.

# MacOS
$ brew install lammps openkim-models ← This automatically installs KIM API as a dependency

# Ubuntu
$ sudo apt-get install lammps libkim-api-dev openkim-models

# Conda
$ conda install lammps kimpy openkim-models

# Download latest kim-api package from https://openkim.org/kim-api 
$ cd kim-api-2.2.1
$ mkdir build
$ cd build
$ cmake .. -DCMAKE_BUILD_TYPE=Release
$ make
$ sudo make install
$ sudo ldconfig
$ kim-api-collections-management install system OpenKIM

# Download latest lamps package from https://www.lammps.org/download.html
$ cd lammps
$ mkdir build
$ cd build
$ cmake ../cmake -DPKG_KIM=ON
$ make

Installation 
from source

See https://openkim.org/doc/usage/obtaining-models

https://openkim.org/kim-api
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Select an OpenKIM Potential

Uploading new potentials to OpenKIM is easy:
• select LAMMPS pair style
• Fill in form with metadata and provide param files
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Select an OpenKIM Potential

Narrow selection for multiple species (if desired)

Uploading new potentials to OpenKIM is easy:
• select LAMMPS pair style
• Fill in form with metadata and provide param files
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Select an OpenKIM Potential

…

…

KIM ID

Metadata:
• Title, description, contributor, species
• Disclaimer
• Citation, DOI, funding, …

Verification Check (VC) dashboard
• Pass/fail or A-F grades on various VCs
• force numerical derivative, continuity, 

memory leaks, …

Visualizers
• Visual representation of different 

property calculations
• cohesive energy, crystal structure, 

elastic constants, …
• Tabular data

Tests
• Predictions of the potential for many material properties
• cohesive energy, crystal structure, elastic constants, GB energy, 

dislocation core energy, phonons, …

Wiki where users can add their comments about the potential.
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KIM Basic Usage
Example: Calculate cohesive energy of fcc Al using Ercolessi-Adams EAM

units metal
boundary p p p
variable a0 equals 4.05
lattice fcc ${a0}
region simbox block 0 1 0 1 0 1 units lattice
create_box 1 simbox
create_atoms 1 box
mass 1 1.0
pair_style eam/alloy
pair_coeff * * Al_EA.eam.alloy 
run 0

kim init EAM_Dynamo_ErcolessiAdams_1994_Al__MO_123629422045_005 metal
boundary p p p
variable a0 equals 4.05
lattice fcc ${a0} 
region simbox block 0 1 0 1 0 1 units lattice
create_box 1 simbox
create_atoms 1 box
mass 1 1.0
kim interactions Al
run 0

Only modifications needed to 
run with OpenKIM potential
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KIM Citation Information
Citation information is provided when using KIM potentials.

 
…
Created 4 atoms
  create_atoms CPU = 0.000 seconds

CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE

Your simulation uses code contributions which should be cited:
- OpenKIM: https://doi.org/10.1007/s11837-011-0102-6
- OpenKIM potential: https://openkim.org/cite/MO_123629422045_005#item-citation
The log file lists these citations in BibTeX format.

CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE-CITE

Neighbor list info …
…

The log.lammps 
file contains all 
citations in BibTex 
format.
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kim init EAM_Dynamo_ErcolessiAdams_1994_Al__MO_123629422045_005 metal
boundary p p p
variable a0 equals 4.05
lattice fcc ${a0} 
region simbox block 0 1 0 1 0 1 units lattice
create_box 1 simbox
create_atoms 1 box
mass 1 1.0
kim interactions Al
run 0

KIM Queries

Modify the LAMMPS example to use a KIM query:

kim init EAM_Dynamo_ErcolessiAdams_1994_Al__MO_123629422045_005 metal
boundary p p p
kim query a0 get_lattice_constant_cubic crystal=[fcc] species=[Al] \
                                        units=[angstrom]
lattice fcc ${a0} 
region simbox block 0 1 0 1 0 1 units lattice
create_box 1 simbox
create_atoms 1 box
mass 1 1.0
kim interactions Al
run 0

See https://openkim.org/doc/usage/kim-query/ 
for available queries.

Many other capabilities, see: https://docs.lammps.org/kim_commands.html 

https://openkim.org/doc/usage/kim-query/
https://docs.lammps.org/kim_commands.html
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NEW FEATURE: Potential Citation Panel on Model Pages

Citations per year for potential 
broken into used/not used/
unknown.

Papers citing 
the potential

Word cloud 
based papers 
that used the 
potential

If you know if a paper used the potential, let us know!
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KIM Community Building

OpenKIM in collaboration with the Materials Project established 
a central discussion forum for computational materials science at 
https://matsci.org 

Categories Latest New (15) Unread (10) Top New Topicall categories all tags

Category Topics Latest

LAMMPS is a classical molecular dynamics code with a focus
on materials modeling.

6 new 1 new 1 new

29.8k
8 new

About the LAMMPS category Apr 22

[lammps-users] LAMMPS compilation error 3h

[lammps-users] Fix temp/csvr and fix shake 6h

Questions related to the Atomate materials science software.
Bug reports should go directly to the GitHub Issues page.

112
1 new

What is the difference between the “default” and … 6h

Atomate.vasp.workflows not working 3d

Pymatgen complaining about missing deprecated … 21d

Questions related to the FireWorks high-throughput
computing software and rocketsled, an optimization package
for FireWorks. Bug reports should go directly to the GitHub
Issues page.

246
1 new

Rlaunch ‘pauses’ in SLURM 1d

Accessing launch_id attribute as part of Firetask 8d

Offline mode not usable: raise TypeError: Object o… 30d

Materials Science Community Discourse https://matsci.org/
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Questions related to the pymatgen materials analysis code.
Bug reports should go directly to the GitHub Issues page.

136 Resources related to pymatgen and previous … Nov '19

How to write structure to POSCAR file after replace … 9h

Pymatgen Plotting DOS by Orbitals 1d

Discussion and questions related to the Open Knowledgebase
of Interatomic Models (OpenKIM) including the online
framework at openkim.org, contributing and using OpenKIM
content (interatomic potentials, property calculations (tests),
data, visualizers), the KIM API, and related topics. OpenKIM is
fun…

251
10 unread

1 new

Welcome to the OpenKIM Forum on mats…
2

Jul '20

How to use KIM with GULP? 11h

Problem of linking the latest version of OpenKIM to … 2d

The NOMAD Laboratory is a community-effort web-based
platform for the FAIR sharing and utilization of materials-
science data. It offers cutting-edge tools for collecting, storing,
presenting, and analyzing these data.

23
1 new

NOMAD bug reports and feature requests Feb 18

Using Nomad’s parsers locally 12h

NOMAD statistics 22d

13 Phonon eigenvectors from ASE and GULP 15h

Error during tests ase tests 12d

How to have scale_atoms=True, but scale the ato… 26d
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The Atomic Simulation Environment (ASE) is a set of tools
and Python modules for setting up, manipulating, running,
visualizing and analyzing atomistic simulations. The code is
freely available under the GNU LGPL license. ASE provides
interfaces to different codes through Calculators which are …

Questions related to the OVITO application software and the
corresponding Python package. OVITO is a data visualization
and analysis solution for particle-based simulations.

1 new

36
1 new

Remove atoms from a region 17h

Python/C API and QT to use OVITO in a graphical … 11d

OVITO Transparent Particle May 20

Questions related to the matminer, automatminer,
matbench and figrecipes materials data mining packages.

141 Error importing matminer 1d

Conda install broken? 1d

Feature reduction 12d

Discuss the Materials Project, its website, data and
infrastructure. The Materials Project is funded by the US
Department of Energy, Basic Energy Sciences and
additional partners.

635
2 new

Materials Project Virtual Workshop August 10t… Mar 30

Share your research Nov '19

Anion corrections for sulides 1d
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Category Topics Latest

GULP
Questions related to the GULP materials science software.
GULP is a lattice dynamics package for the fitting of force
fields and calculation of materials properties.

52 Could LAMMPS potential be used within GULP 1d

Quench Dynamics in GULP 2d

GULP 4.0 to 6.0–change in eigenvector calculation 3d

Questions related to the amset electronic transport software.
Bug reports should go directly to the GitHub Issues page.

46 In amset ,which step vasprun.xml chooses for VAS… 3d

ValueError: Incorrect value of vasp_type given (No… 15d

ValueError: zero-size array to reduction operation … 24d

The Materials Research Data Alliance (MaRDA) is a
community-led network focused on connecting and integrating
materials research data infrastructure. MaRDA Working
Groups (WGs) are intended to accelerate progress in specific
ways.

8 Data dict for M&M abstracts 9d

Data dict for phonons 9d

Small “meta” data dictionary for WG consultation/… 23d

The Open Databases Integration for Materials Design
(OPTIMADE) consortium aims to make materials databases
interoperational by developing a common REST API.

4 Presenting to a Battery Data Commons Team 11d

[SUGGESTION] “/all” or “/archives” endpoint fo… Feb 26

Optimade forums Dec '20

DL_POLY 24 Puzzling pseudothermostats in DL_POLY 23d
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Category Topics Latest

DL_POLY is a general purpose classical molecular dynamics
(MD) simulation software developed at Daresbury
Laboratory.

how to Fix the parameter mxexcl 23d

get ionic temperature and electronic temperature i… 23d

The MPDS (project Pauling File) is a commercial provider of
the curated materials data of 3 types (crystal structures, phase
diagrams, and properties), manually extracted from ~400k
scientific publications in materials science (1891—now), cross-
checked, and interlinked.

1 A few common questions on using MPDS 26d

Talk
General discussion of any topics related to materials science.
Ask questions or share new or interesting research, including
your own!

15 How best to post FYI of upcoming conferences? May 14

Asking something about CP2K Apr 22

How do people handle uncertainty in simulation… Mar 30

Atomly.net is a materials database based on high-throughput
first-principles.

1 Welcome to discussion board of the atomly.net May 3

Custodian 3 What happens to the updated INCAR files mp/da… Apr 23

Elf_kpar error correction should copy CONTCAR… Feb 4

Custodian IncorrectSmearingHandler should all… Jan 22
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Category Topics Latest

Custodian is a simple, robust and flexible just-in-time (JIT) job
management framework written in Python. Using custodian,
you can create wrappers that perform error checking, job
management and error recovery for high-throughput
applications.

pyiron is an integrated development environment (IDE) for
computational materials science. It enables scientists to
upscale their workflows from rapid prototyping to high
performance computing.

1 Workshop announcement - Workflows for atomi… Feb 21

Questions about the Matscholar website, Matscholar API,
and mat2vec for data mining the scientific literature of
materials with natural language processing (NLP).
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Application for data sets Jun '20

Access to the JSON train data Apr '20
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IFermi is a Python library for the generation, analysis and,
visualisation of Fermi surfaces and slices.

exciting is an all-electron, full-potential computer package for
first-principles calculations, based on (linearized) augmented
planewave + local orbital (L)APW+lo methods. This family of
basis sets is known as the most precise numerical scheme to
solve the Kohn-Sham equations of density-functional …
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JARVIS infrastructure provides computational tools and
databases to automate materials design using density
functional theory, machine learning and classical force-field
methods.
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KIM Community Building

OpenKIM in collaboration with the Materials Project established 
a central discussion forum for computational materials science at 
https://matsci.org 

Categories Latest New (15) Unread (10) Top New Topicall categories all tags

Category Topics Latest

LAMMPS is a classical molecular dynamics code with a focus
on materials modeling.

6 new 1 new 1 new

29.8k
8 new

About the LAMMPS category Apr 22

[lammps-users] LAMMPS compilation error 3h

[lammps-users] Fix temp/csvr and fix shake 6h

Questions related to the Atomate materials science software.
Bug reports should go directly to the GitHub Issues page.

112
1 new

What is the difference between the “default” and … 6h

Atomate.vasp.workflows not working 3d

Pymatgen complaining about missing deprecated … 21d

Questions related to the FireWorks high-throughput
computing software and rocketsled, an optimization package
for FireWorks. Bug reports should go directly to the GitHub
Issues page.

246
1 new

Rlaunch ‘pauses’ in SLURM 1d

Accessing launch_id attribute as part of Firetask 8d

Offline mode not usable: raise TypeError: Object o… 30d
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Questions related to the pymatgen materials analysis code.
Bug reports should go directly to the GitHub Issues page.

136 Resources related to pymatgen and previous … Nov '19

How to write structure to POSCAR file after replace … 9h

Pymatgen Plotting DOS by Orbitals 1d

Discussion and questions related to the Open Knowledgebase
of Interatomic Models (OpenKIM) including the online
framework at openkim.org, contributing and using OpenKIM
content (interatomic potentials, property calculations (tests),
data, visualizers), the KIM API, and related topics. OpenKIM is
fun…

251
10 unread

1 new

Welcome to the OpenKIM Forum on mats…
2

Jul '20

How to use KIM with GULP? 11h

Problem of linking the latest version of OpenKIM to … 2d

The NOMAD Laboratory is a community-effort web-based
platform for the FAIR sharing and utilization of materials-
science data. It offers cutting-edge tools for collecting, storing,
presenting, and analyzing these data.

23
1 new

NOMAD bug reports and feature requests Feb 18

Using Nomad’s parsers locally 12h

NOMAD statistics 22d

13 Phonon eigenvectors from ASE and GULP 15h

Error during tests ase tests 12d

How to have scale_atoms=True, but scale the ato… 26d
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The Atomic Simulation Environment (ASE) is a set of tools
and Python modules for setting up, manipulating, running,
visualizing and analyzing atomistic simulations. The code is
freely available under the GNU LGPL license. ASE provides
interfaces to different codes through Calculators which are …

Questions related to the OVITO application software and the
corresponding Python package. OVITO is a data visualization
and analysis solution for particle-based simulations.

1 new

36
1 new

Remove atoms from a region 17h

Python/C API and QT to use OVITO in a graphical … 11d

OVITO Transparent Particle May 20

Questions related to the matminer, automatminer,
matbench and figrecipes materials data mining packages.

141 Error importing matminer 1d

Conda install broken? 1d

Feature reduction 12d

Discuss the Materials Project, its website, data and
infrastructure. The Materials Project is funded by the US
Department of Energy, Basic Energy Sciences and
additional partners.

635
2 new

Materials Project Virtual Workshop August 10t… Mar 30

Share your research Nov '19

Anion corrections for sulides 1d

Materials Science Community Discourse https://matsci.org/

3 of 7 6/25/21, 8:33 PM

Category Topics Latest

The Atomic Simulation Environment (ASE) is a set of tools
and Python modules for setting up, manipulating, running,
visualizing and analyzing atomistic simulations. The code is
freely available under the GNU LGPL license. ASE provides
interfaces to different codes through Calculators which are …

Questions related to the OVITO application software and the
corresponding Python package. OVITO is a data visualization
and analysis solution for particle-based simulations.

1 new

36
1 new

Remove atoms from a region 17h

Python/C API and QT to use OVITO in a graphical … 11d

OVITO Transparent Particle May 20

Questions related to the matminer, automatminer,
matbench and figrecipes materials data mining packages.

141 Error importing matminer 1d

Conda install broken? 1d

Feature reduction 12d

Discuss the Materials Project, its website, data and
infrastructure. The Materials Project is funded by the US
Department of Energy, Basic Energy Sciences and
additional partners.

635
2 new

Materials Project Virtual Workshop August 10t… Mar 30

Share your research Nov '19

Anion corrections for sulides 1d

Materials Science Community Discourse https://matsci.org/

3 of 7 6/25/21, 8:33 PM

Category Topics Latest

The Atomic Simulation Environment (ASE) is a set of tools
and Python modules for setting up, manipulating, running,
visualizing and analyzing atomistic simulations. The code is
freely available under the GNU LGPL license. ASE provides
interfaces to different codes through Calculators which are …

Questions related to the OVITO application software and the
corresponding Python package. OVITO is a data visualization
and analysis solution for particle-based simulations.

1 new

36
1 new

Remove atoms from a region 17h

Python/C API and QT to use OVITO in a graphical … 11d

OVITO Transparent Particle May 20

Questions related to the matminer, automatminer,
matbench and figrecipes materials data mining packages.

141 Error importing matminer 1d

Conda install broken? 1d

Feature reduction 12d

Discuss the Materials Project, its website, data and
infrastructure. The Materials Project is funded by the US
Department of Energy, Basic Energy Sciences and
additional partners.

635
2 new

Materials Project Virtual Workshop August 10t… Mar 30

Share your research Nov '19

Anion corrections for sulides 1d

Materials Science Community Discourse https://matsci.org/

3 of 7 6/25/21, 8:33 PM

Category Topics Latest

GULP
Questions related to the GULP materials science software.
GULP is a lattice dynamics package for the fitting of force
fields and calculation of materials properties.

52 Could LAMMPS potential be used within GULP 1d

Quench Dynamics in GULP 2d

GULP 4.0 to 6.0–change in eigenvector calculation 3d

Questions related to the amset electronic transport software.
Bug reports should go directly to the GitHub Issues page.

46 In amset ,which step vasprun.xml chooses for VAS… 3d

ValueError: Incorrect value of vasp_type given (No… 15d

ValueError: zero-size array to reduction operation … 24d

The Materials Research Data Alliance (MaRDA) is a
community-led network focused on connecting and integrating
materials research data infrastructure. MaRDA Working
Groups (WGs) are intended to accelerate progress in specific
ways.

8 Data dict for M&M abstracts 9d

Data dict for phonons 9d

Small “meta” data dictionary for WG consultation/… 23d

The Open Databases Integration for Materials Design
(OPTIMADE) consortium aims to make materials databases
interoperational by developing a common REST API.

4 Presenting to a Battery Data Commons Team 11d

[SUGGESTION] “/all” or “/archives” endpoint fo… Feb 26

Optimade forums Dec '20

DL_POLY 24 Puzzling pseudothermostats in DL_POLY 23d
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DL_POLY is a general purpose classical molecular dynamics
(MD) simulation software developed at Daresbury
Laboratory.

how to Fix the parameter mxexcl 23d

get ionic temperature and electronic temperature i… 23d

The MPDS (project Pauling File) is a commercial provider of
the curated materials data of 3 types (crystal structures, phase
diagrams, and properties), manually extracted from ~400k
scientific publications in materials science (1891—now), cross-
checked, and interlinked.

1 A few common questions on using MPDS 26d

Talk
General discussion of any topics related to materials science.
Ask questions or share new or interesting research, including
your own!

15 How best to post FYI of upcoming conferences? May 14

Asking something about CP2K Apr 22

How do people handle uncertainty in simulation… Mar 30

Atomly.net is a materials database based on high-throughput
first-principles.

1 Welcome to discussion board of the atomly.net May 3

Custodian 3 What happens to the updated INCAR files mp/da… Apr 23

Elf_kpar error correction should copy CONTCAR… Feb 4

Custodian IncorrectSmearingHandler should all… Jan 22
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Custodian is a simple, robust and flexible just-in-time (JIT) job
management framework written in Python. Using custodian,
you can create wrappers that perform error checking, job
management and error recovery for high-throughput
applications.

pyiron is an integrated development environment (IDE) for
computational materials science. It enables scientists to
upscale their workflows from rapid prototyping to high
performance computing.

1 Workshop announcement - Workflows for atomi… Feb 21

Questions about the Matscholar website, Matscholar API,
and mat2vec for data mining the scientific literature of
materials with natural language processing (NLP).

3 Getting list of top properties by word embeddin… Jul '20

Application for data sets Jun '20

Access to the JSON train data Apr '20

hiPhive — High-order force constants for the masses

0

0
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KIM Community Building

OpenKIM in collaboration with the Materials Project established 
a central discussion forum for computational materials science at 
https://matsci.org 

Categories Latest New (15) Unread (10) Top New Topicall categories all tags

Category Topics Latest

LAMMPS is a classical molecular dynamics code with a focus
on materials modeling.

6 new 1 new 1 new

29.8k
8 new

About the LAMMPS category Apr 22

[lammps-users] LAMMPS compilation error 3h

[lammps-users] Fix temp/csvr and fix shake 6h

Questions related to the Atomate materials science software.
Bug reports should go directly to the GitHub Issues page.

112
1 new

What is the difference between the “default” and … 6h

Atomate.vasp.workflows not working 3d

Pymatgen complaining about missing deprecated … 21d

Questions related to the FireWorks high-throughput
computing software and rocketsled, an optimization package
for FireWorks. Bug reports should go directly to the GitHub
Issues page.

246
1 new

Rlaunch ‘pauses’ in SLURM 1d

Accessing launch_id attribute as part of Firetask 8d

Offline mode not usable: raise TypeError: Object o… 30d
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Questions related to the pymatgen materials analysis code.
Bug reports should go directly to the GitHub Issues page.

136 Resources related to pymatgen and previous … Nov '19

How to write structure to POSCAR file after replace … 9h

Pymatgen Plotting DOS by Orbitals 1d

Discussion and questions related to the Open Knowledgebase
of Interatomic Models (OpenKIM) including the online
framework at openkim.org, contributing and using OpenKIM
content (interatomic potentials, property calculations (tests),
data, visualizers), the KIM API, and related topics. OpenKIM is
fun…

251
10 unread

1 new

Welcome to the OpenKIM Forum on mats…
2

Jul '20

How to use KIM with GULP? 11h

Problem of linking the latest version of OpenKIM to … 2d

The NOMAD Laboratory is a community-effort web-based
platform for the FAIR sharing and utilization of materials-
science data. It offers cutting-edge tools for collecting, storing,
presenting, and analyzing these data.

23
1 new

NOMAD bug reports and feature requests Feb 18

Using Nomad’s parsers locally 12h

NOMAD statistics 22d

13 Phonon eigenvectors from ASE and GULP 15h

Error during tests ase tests 12d

How to have scale_atoms=True, but scale the ato… 26d
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The Atomic Simulation Environment (ASE) is a set of tools
and Python modules for setting up, manipulating, running,
visualizing and analyzing atomistic simulations. The code is
freely available under the GNU LGPL license. ASE provides
interfaces to different codes through Calculators which are …

Questions related to the OVITO application software and the
corresponding Python package. OVITO is a data visualization
and analysis solution for particle-based simulations.

1 new

36
1 new

Remove atoms from a region 17h

Python/C API and QT to use OVITO in a graphical … 11d

OVITO Transparent Particle May 20

Questions related to the matminer, automatminer,
matbench and figrecipes materials data mining packages.

141 Error importing matminer 1d

Conda install broken? 1d

Feature reduction 12d

Discuss the Materials Project, its website, data and
infrastructure. The Materials Project is funded by the US
Department of Energy, Basic Energy Sciences and
additional partners.

635
2 new

Materials Project Virtual Workshop August 10t… Mar 30

Share your research Nov '19

Anion corrections for sulides 1d
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GULP
Questions related to the GULP materials science software.
GULP is a lattice dynamics package for the fitting of force
fields and calculation of materials properties.

52 Could LAMMPS potential be used within GULP 1d

Quench Dynamics in GULP 2d

GULP 4.0 to 6.0–change in eigenvector calculation 3d

Questions related to the amset electronic transport software.
Bug reports should go directly to the GitHub Issues page.

46 In amset ,which step vasprun.xml chooses for VAS… 3d

ValueError: Incorrect value of vasp_type given (No… 15d

ValueError: zero-size array to reduction operation … 24d

The Materials Research Data Alliance (MaRDA) is a
community-led network focused on connecting and integrating
materials research data infrastructure. MaRDA Working
Groups (WGs) are intended to accelerate progress in specific
ways.

8 Data dict for M&M abstracts 9d

Data dict for phonons 9d

Small “meta” data dictionary for WG consultation/… 23d

The Open Databases Integration for Materials Design
(OPTIMADE) consortium aims to make materials databases
interoperational by developing a common REST API.

4 Presenting to a Battery Data Commons Team 11d

[SUGGESTION] “/all” or “/archives” endpoint fo… Feb 26

Optimade forums Dec '20

DL_POLY 24 Puzzling pseudothermostats in DL_POLY 23d
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DL_POLY is a general purpose classical molecular dynamics
(MD) simulation software developed at Daresbury
Laboratory.

how to Fix the parameter mxexcl 23d

get ionic temperature and electronic temperature i… 23d

The MPDS (project Pauling File) is a commercial provider of
the curated materials data of 3 types (crystal structures, phase
diagrams, and properties), manually extracted from ~400k
scientific publications in materials science (1891—now), cross-
checked, and interlinked.

1 A few common questions on using MPDS 26d

Talk
General discussion of any topics related to materials science.
Ask questions or share new or interesting research, including
your own!

15 How best to post FYI of upcoming conferences? May 14

Asking something about CP2K Apr 22

How do people handle uncertainty in simulation… Mar 30

Atomly.net is a materials database based on high-throughput
first-principles.

1 Welcome to discussion board of the atomly.net May 3

Custodian 3 What happens to the updated INCAR files mp/da… Apr 23

Elf_kpar error correction should copy CONTCAR… Feb 4

Custodian IncorrectSmearingHandler should all… Jan 22
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Custodian is a simple, robust and flexible just-in-time (JIT) job
management framework written in Python. Using custodian,
you can create wrappers that perform error checking, job
management and error recovery for high-throughput
applications.

pyiron is an integrated development environment (IDE) for
computational materials science. It enables scientists to
upscale their workflows from rapid prototyping to high
performance computing.

1 Workshop announcement - Workflows for atomi… Feb 21

Questions about the Matscholar website, Matscholar API,
and mat2vec for data mining the scientific literature of
materials with natural language processing (NLP).

3 Getting list of top properties by word embeddin… Jul '20

Application for data sets Jun '20

Access to the JSON train data Apr '20

hiPhive — High-order force constants for the masses

0

0
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IFermi is a Python library for the generation, analysis and,
visualisation of Fermi surfaces and slices.

exciting is an all-electron, full-potential computer package for
first-principles calculations, based on (linearized) augmented
planewave + local orbital (L)APW+lo methods. This family of
basis sets is known as the most precise numerical scheme to
solve the Kohn-Sham equations of density-functional …

0

JARVIS infrastructure provides computational tools and
databases to automate materials design using density
functional theory, machine learning and classical force-field
methods.
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7 of 7 6/25/21, 8:33 PMKIM REVIEW Commentaries on important peer-reviewed articles related to classical 
molecular simulations.

Co-edited by Steve Plimpton + Advisory Board
Discussion thread attached to each commentary on matsci.org 
Launch Fall 2021

openkim.org

KIM Talk

Monthly webinar with the molecular simulation community

Guest interviews
KIM REVIEW spotlights
OpenKIM features and demos
Public Q&A
Launch Fall 2021

https://matsci.org
http://matsci.org
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KIM Coming Attractions

Consumer Reports style Tool for IP Selection
Select properties for comparison
Define “loss function” (weights for properties)
Plot error (loss) versus computational time

Karls, Bierbaum, Alemi, Elliott, Sethna, Tadmor,  J. Chem. Phys,, 153:064104 (2020)
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Cyberloop for Accelerated Bionanomaterials Design

Comparison of bonded force fields and reactive interatomic potentials
Nanomaterials Modeler in CHARMM GUI  
https://www.charmm-gui.org/

Choi et al., submitted (2021)MoS2 cleavage energy

https://www.charmm-gui.org/
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Comparison of bonded force fields and reactive interatomic potentials
Nanomaterials Modeler in CHARMM GUI  
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Choi et al., submitted (2021)MoS2 cleavage energy

ColabFit Framework (https://colabfit.org)

KLIFF Python-based Interatomic potential fitting framework 
https://github.com/openkim/kliff
Archiving of training sets
Portable machine learning (ML) potentials

Training 
set

OPTIMADE

ML potential

https://www.charmm-gui.org/
https://colabfit.org
https://github.com/openkim/kliff
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Stay informed…

Sign up to become a member
• https://openkim.org/member-login
• free
• few messages

Email us with any questions or 
requests:
• support@openkim.org

Check out the KIM Tutorial:
•  “Getting Things Done using 

OpenKIM in LAMMPS”
• Friday 12:50 PM EDT

We’re recruiting participants for a 
usability study of openkim.org. 
• If interested, email me: 

tadmor@umn.edu 

mailto:support@openkim.org
mailto:tadmor@umn.edu

