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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)
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e RadonPy (open source software)
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*C(C)elce

Creation of initial structure,
force field assignment

Equilibration
MD

Checking the
convergence of
energy, density, etc.

Job 1
(use 1-4 nodes)

Additional
equilibration
MD

Thermal
conduction MD
for amorphous

Uniaxial
stretching MD

Thermal
conduction MD
for stretch-
oriented polymer

Compute
thermal
conductivity,
thermal

Compute
Young’s modulus,
Poisson'’s ratio,
tensile viscosity,

diffusivity etc.

Compute
density, Cp, Cy,
radius of gyration,
volume expansion,
linear expansion,
compressibility,
bulk modulus,
static dielectric const.,
etc.
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Job 2
(use 1 -4 nodes)
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*NC(=0)ccceer

Job N
(use 1-4 nodes)

| Physical property database of polymers
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— B Thermal conductivity B Specific heat capacity Cv B Speed of sound
% —_— }g};g-l-ﬁ B Thermal diffusivity B Compressibility (isothermal) ®  Thermal expansion coefficient
®  Density B [sentropic compressibility B Linear expansion coefficient
‘ﬁ?ﬁ] jJ $ :/ i alb—- 3/ E4 m  Radius of gyration ®  Bulk modulus (isothermal) m  Dielectric constant (static)
m  Specificheat capacityCp ® Isentropic bulk modulus




