variable        a equal 3.56
dimension       3
boundary        p p p
units metal
atom_style      atomic  


lattice fcc ${a} origin 0.0 0.0 0.0
region whole block 0.0 70.0 0.0 75.0 0.0 215.0 units box
create_box 5 whole
create_atoms 1 region whole

set type 1 type/fraction 1 0.35 56890
set type 1 type/fraction 2 0.35 97123
set type 1 type/fraction 3 0.20 85031
set type 1 type/fraction 4 0.05 28950
set type 1 type/fraction 5 0.05 13265


pair_style hybrid eam/alloy lj/cut 10.0
pair_coeff * * eam/alloy fenicrcoal.eam Fe Ni Cr Al NULL

pair_coeff 5 5 lj/cut 0.0100 3.20 10.0
pair_coeff 1 5 lj/cut 0.0102 2.92 10.0
pair_coeff 2 5 lj/cut 0.0111 2.86 10.0
pair_coeff 3 5 lj/cut 0.0097 2.85 10.0
pair_coeff 4 5 lj/cut 0.0092 2.91 10.0

mass 1 55.84 # Fe
mass 2 58.69 # Ni
mass 3 51.99 # Cr
mass 4 26.98 # Al
mass 5 95.95 # Mo


write_data asbuilt_fenicralmo.lmp

thermo          100
thermo_style    custom step pe etotal press pxx pyy pzz

# dump 1 all atom 100 dump_perfect_fenicralmo.atom
minimize 1e-8 1e-12 1000 10000 

write_data grape_perfect_fenicralmo.atom

# undump 1

variable coh_energy equal pe/atoms
velocity all create 300.0 12345

fix 1 all npt temp 300.00 300.00 0.01 iso 0.0 0.0 0.1
reset_timestep 0
timestep 0.001


thermo_style custom step temp pe v_coh_energy press pxx pyy pzz
thermo 100

# dump 1 all atom 1000 perfect_fenicralmo.dump
run 10000

write_data perfect_fenicralmo.atom

