Benjamin D. Jensen
PhD Student

Dept of Mechanical Engineering - Engineering Mechanics
Michigan Technological University

931 RL Smith

1400 Townsend Dr.

Houghton, MI 49931
email: bdjensen@mtu.edu

120

100

80

60

40

Relative Binding Energy (kcal/atom)

20

Figure 1.

1.60

Similar results between
LAMMPS codes and Nielson
et al.

TABLE 1: Relative Energies for All-Carbon Phases

LAMMPS (Feb 11 2011) _“|Nielson et al.
Identical results Compound Ereax (kcal/mol)  Ereax/c (kcal@ﬁl) Eref (kcal/mol) ER&FF (kcal/mol)
o I TR
raphene . . . .

LAMMPS codes 10_10 Nanotube 272 272 2.80 283

C60 Buckyball 11.44 11.44 11.50 11.30

“Lammps (Feb18 2011) Fortran
In general the LAMMPS

than in Nielson et al. for
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codes give a lower stability
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~ ~Nielson et al... ReaxFF

“~Nielson et al... DFT
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DFT and ReaxFF relative stabilities for small all-carbon fragments.
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Difference in bond lengths /
bond orders for small acyclic
structures like C;
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Lone-Pair Energy (kcal/atom)
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Large lone-pair energy for C,
with c++ code
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