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Molecular Dynamics code for Avogadro Challenge Project
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int switch(mode){
main(void){ case PROJECTA:
//ProjectA(); ProjectA();
//ProjectB(); break;
ProjectC(); case PROJECTB:
} ProjectB();
break;
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JOOSLEERES

0TS LIZRI)ThBHE S (ex: LAMMPS)

# 2d polygon nparticle bodies
units lj

dimension 2

atom_style body nparticle 2 6

read_data data.body

velocity all create 1.44 87287 loop geom
pair_style body 5.0

pair_coeff **1.01.0

neighbor 0.3 bin

fix 1 all nve/body

fix 2 all enforce2d
#compute 1 all body/local type 12 3
#dump 1 all local 100 dump.body index ¢_1[1] c_1[2] c_1[3] c_1[4]
thermo 500

run 10000
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github: lammps/examples/body/in.body
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argc,argv > main  FTEEEISX

int !
main(int argc, char *argv([]{ :
:
\

MPI Init | argc,argv

MDManager mdm(argc, argv);

Parameter | argc,argv
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}
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ZE1: MPlInfo S RA%ZE-T. ECTHIRZ B (KRIES)

BIETDHISADSMPINOISADA VAR RAEED

Z2: MDManager7 SANW MR ZERZREELTLED (RIES)
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E i
MDManagerl&ExecuteAll Ay K %D

MDManager::ExecuteAll[XExecutorY 5 AMD AV A3 A%
X B2 T OMDUnit::Executel ZJES 1217

void
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