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"MateriApps LIVE! and MateriApps Installer: Environment for starting and scaling up materials science simulations”
Yuichi Motoyama, Kazuyoshi Yoshimi, Takeo Kato, Synge ToDo, SoftwareX, 20, 101210 (2022).
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"MateriApps LIVE! and MateriApps Installer: Environment for starting and scaling up materials science simulations”
Yuichi Motoyama, Kazuyoshi Yoshimi, Takeo Kato, Synge ToDo, SoftwareX, 20, 101210 (2022).
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—_ Hamiltonians with geometrical frustration. Using the ab initio downfolding method, we derive the low-energy effective Hamiltonians for g’-X[Pd(dmit),], with available room-

and low-temperature structures. We find that the amplitudes of the Coulomb interactions and the anisotropy of the hopping parameters in the effective Hamiltonians are
sensitive to the changes in the lattice constants induced by lowering the temperature. The obtained effective Hamiltonians are analyzed using the exact diagonalization method
with the boundary-condition average. We find that a significant reduction of the antiferromagnetic ordered moment occurs in the effective Hamiltonian of f’-EtMe; Sb[Pd(dmit),
], with the low-temperature structure. The reduction is consistent with the quantum spin liquid behavior observed in experiments. The comprehensive derivations of the
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the quantum spin liquid behavior.
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Collection of sparse Hamiltonian matrices that appears in material science,
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such as electronic structure and quantum lattice models. Several data sets

contain eigenvalues and eigenvectors, as well as the matrix data.

https://isspns-gitlab.issp.u-tokyo.ac.jp/takeohoshi/matrix-collection-in-

material-science

Takeo Hoshi , Kazuyoshi Yoshimi

CC BY 4.0
° \

Electronic structure (solid state physics) , Electronic structure (quantum

chemistry) , Strong correlation/effective models
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W Shusuke Kasamatsu , Kazuyoshi Yoshimi, Yuichi Motoyama
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License Documents: CC BY 4.0, Codes: GNU General Public License v3.0 or later
Category Electronic structure (solid state physics) , Machine learning
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Related software ablCS
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ablICS is a software framework for training a machine learning model to
reproduce first-principles energies and then using the model to perform
configurational sampling in disordered systems. Specific emphasis is placed
on multi-component solid state systems such as metal and oxide alloys. The
current version of abics can use neural network models implemented in
aenet to be used as the machine learning model. As of this moment, abICS
can also generate Quantum Espresso, VASP, and OpenMX input files for
obtaining the reference training data for the machine learning model.

This repository provides the sample data including input and output data for
abICS.

https://isspns-gitlab.issp.u-tokyo.ac.jp/abics-dev/abics-gallery
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