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Part 1: Numerical solution of the temperature derivative of radial distribution function at

constant volume.
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Part 2: Numerical solution of the pressure derivative of the diffusion coefficient related to the

Griineisen parameter, Y.
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Abbreviations of symbols used in the manuscript:

D: Diffusion Coefficient.

kg: Boltzmann Constant.



T: Working Temperature.

P: Pressure.

&: Friction Coefficient.

&H: Friction coefficient of the hard part of the potential function.
&5: Friction coefficient of the soft part of the potential function.
&SH: Friction coefficient of the soft-hard part of the potential function.
p: Number density.

g(0): Radial distribution function (at r = o).

g(r): Radial distribution function.

o: Hard sphere diameter.

m: Atomic mass of liquid metals.

Br: Isothermal compressibility factor.

r: Position of atoms with respect to reference atom.

S(k): Structure factor.

k: Momentum vector.

€: Depth of square well.

A: Related to width of square well potential

7n: Packing fraction.

C (k): Total direct correlation function in momentum space.



