
8/31/2020 The Tersoff-mini potential - GPUMD

https://gpumd.zheyongfan.org/index.php/The_Tersoff-mini_potential 1/2

The Tersoff-mini potential
From GPUMD
Jump to navigationJump to search

Contents

1 Brief descriptions
2 Potential form
3 Parameters
4 Potential file format

4.1 Single-element systems
5 References

Brief descriptions

This is the Tersoff-mini potential corresponding to [Fan 2020].
It currently only applies to systems with a single atom type.
One can use the GPUGA package (https://github.com/brucefan1983/GPUGA) to fit this potential for new
systems.

Potential form

The site potential can be written as

The function  is a cutoff function, which is 1 when  and 0 when  and takes
the following form in the intermediate region:

The repulsive function  and the attractive function  take the following forms:

The bond-order function is
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where

Parameters

Parameter Units

eV

A

A

dimensionless
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dimensionless

dimensionless

A
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Potential file format

Single-element systems

The potential file reads

tersoff_mini 1 
D alpha r0 S beta n h R S 
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