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RadonPy 1%, 2Jf1 58518715 (LLF. MD: molecular dynamics) (233 < &40 W et Bp% 52k
A T A RO Python A—7> Y —RA Y7 v 7 =7 Th b (Hayashi et al., npj Comput Mater 8,
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Latest: 34 properties implemented (2024/05/13) Input: SMILES, polymerization degree,

® Thermal conductivity @ Glass transition temperature tamperature, etc.
& Thermal diffusivity 4 Abbe's number
4 Density * O.rder pgrameter Generating 3D conformations of a Equilibration simulation (LAMMPS)
@ Radius of gyration @ Dielectric constant repeating unit by the ETKDG method NPT, 300 K, 1 atm, up to 50 ns
@ Specific heat capacity Cp @ Dielectric Ios; tangent
# Specific heat capacity Cv ¢ End-to-end distance search ofa unit Reachi

o o ) . g No
@ Compressibility (isothermal) * Pglarlzabnhty (monomer) by DFT calculation (Psid) equilibrium
@ Isentropic compressibility # Dipole moment(monomer) state?
& Bulk modulus (isothermal) 4 Thermal conductivity_ke C of prop Yes
* Isentrgplc _b“|k moqmus ¢ Thermal conduct!v!ty_pe_ of a repeating unit by DFT (Psi4) R Ol BV EEATErTaias
#  Self-diffusion coefficient @ Thermal conductivity_pair from equilibration MD
@ Thermal expansion coefficient 4 Thermal conductivity_bond Generation of a polymer chain by self-
#  Linear expansion coefficient # Thermal conductivity_angle VKB SR Walk: Non-equilibrium MD (NEMD) simulation for
@ Dielectric constant (static) € Thermal conductivity_dihed thermal conductivity (LAMMPS)
€ Refractive index @ Thermal conductivity_improper Assignment of force field parameters of NVE, 1ns
@ Solvation free energy @ Thermal conductivity_kspace GAFF2
@ Solubility parameters ¢ Chiparameters e

Generation of a simulation cell from NEMD

(amorphous)

Polymer systems
& Homopolymers € Amorphous states
4 Copolymers @ Stretch orientation

@ Cross-linkedpolymer ¢ Crystalline states

4 Polymer solutions

¢ Electric fields Stretch orientation

calculation

Dielectric properties for
external electric field
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RoORETLEN, HEaART 427 A No 105 D“Sexy Technology”(Z g X172,
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1 Transfer learning with affine Shunya Minami, Kenji Advances in Neural 2023 &
model transformation Fukumizu, Yoshihiro Hayashi, | Information Processing 12 A
Ryo Yoshida Systems 36
2 Deep learning enables rapid Hirotaka Uryu, Tsunetomo Advanced Science 11 2023 &
identification of a new Yamada, Koichi Kitahara, 11 A
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Satoshi Ohhashi, Chang Liu,
Ryo Yoshida
3 Representation of materials by | Minoru Kusaba, Yoshihiro Physical Review B 108 2023 &
kernel mean embedding Hayashi, Chang Liu, Araki 10 H
Wakiuchi, Ryo Yoshida
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library using rule-based Kaneko, Ryo Yoshida Modeling 63
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6 Multitask machine learning to | Yuta Aoki, Stephen Wu, Macromolecules 56(14) 2023 4
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7 A Bayesian method for Qi Zhang, Chang Liu, Science and Technology | 2023 45
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14 | Bayesian kernel Minoru Kusaba Physics informed 2024 4
regression for functional Artificial Intelligence | 1 H
data, HEH in Plasma Science
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Processing Systems

20 | Non-iterative crystal Ryo Yoshida, Chang Liu, The 3rd Materials 2023 4

structure prediction, H8H | Hiromasa Tamaki, Research Meeting 11 A
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Satoshi Yotsuhashi,
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