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3 Workflow of automated all-atom molecular

RadonPy

Input: SMILES, polymerization
degree, temperature, etc

!

dynamics simulations for polymeric materials

Conformation search for a
repeating unit

Equilibration MD simulation
(LAMMPS)

l

Calculation of electronic
properties of a repeating unit

!

Generation of a polymer chain

l
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Check to reach
equilibrium

l Yes

Nonequilibrium MD simulation
(LAMMPS)

Assignment of force field
parameters
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Property calculation

Generation of a simulation cell
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15 properties implemented
(2022/10/01)

Thermal conductivity
Thermal diffusivity

Density

Radius of gyration

Specific heat capacity Cp
Specific heat capacity Cv
Compressibility (isothermal)
Isentropic compressibility
Bulk modulus (isothermal)
Isentropic bulk modulus
Self-diffusion coefficient
Thermal expansion coefficient
Linear expansion coefficient
Dielectric constant (static)
Refractive index

OG0 000000090

Polymer systems
4 Amorphous

4 Crystalline states
4 Oriented structures
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TEL: 03-5734-2497
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