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ool 3D (5l oy

boundary pPpp
atom_style atomic
units j

lattice fcc 0.2

region mybox block 05 05 05
create_box 1 mybox
create_atoms 1 region mybox
mass 1 1.0

velocity all create 1 123456

pair_style lj/cut 2.5
pair_coeff 11 1.00 1.00 2.5

fix  myfix1 all nve
timestep 0.001

thermo 10
thermo_style custom step etotal temp press vol

dump mydump1 all xyz 50 dump.xyz
run 10000
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Vij = fC(rij)[fR(rij) + biij(rij)]
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fa() = Aexp(—4;7) &Law
fa(r) = —Bexp(—4,1) cutoff
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