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A modification of the Gay-Berne potential is proposed which is about 10% to 
20% more speed efficient (that is, the original potential runs 15% to 25% 
slower, depending on architecture) and statistically more accurate in 
reproducing the energy of interaction of two linear Lennard-Jones tetratomics 
when averaged over all orientations. For the special cases of end-to-end and 
side-by-side configurations, the new potential is equivalent to the Gay-Berne 
one. 

Submission history
From: Rasmus Persson [view email] 

[v1] Mon, 7 May 2012 08:16:36 GMT (12kb,D)

[v2] Sun, 27 May 2012 06:34:24 GMT (13kb,D)

Which authors of this paper are endorsers?

Link back to: arXiv, form interface, contact. 

Download:
● PDF 
● Other formats 

Current browse context:
physics.chem-ph 
< prev | next > 
new | recent | 1205

Change to browse by:
physics 

References & Citations
● NASA ADS 

Bookmark(what is this?) 

         

 

Comments: 5 pages (incl. title page), [preprint,aip,jcp]{RevTEX-4.1}, 1 
figure, 1 table. Revised version fixes mathematical typos 
and adds short paragraph on a natural generalization to 
dissimilar particles

Subjects: Chemical Physics (physics.chem-ph)
Journal reference: J. Chem. Phys. 136, 226101 (2012)
DOI: 10.1063/1.4729745
Cite as: arXiv:1205.1314 [physics.chem-ph]
  (or arXiv:1205.1314v2 [physics.chem-ph] for this 

version)

We gratefully acknowledge support from
the Simons Foundation

and member institutions 

(Help | Advanced search)

    

Search or Article-id

All papers Go!


