
DIHEDRAL COMPARISON 

 

Dihedrals GOMC (degrees) Lammps (degrees) 

F1 C1  C2 F2 ±180, ±60 -180, 180 

F1 C1  C2 F3 ±180, ±60 +60 

F1 C1  C2 F4 ±180, ±60 -60 

F2 C2 C1 H1 ±180, ±60 +60 

F2 C2 C1 H2 ±180, ±60 -60 

F3 C2 C1 H1 ±180, ±60 -60 

F3 C2 C1 H2 ±180, ±60 -180, 180 

F4 C2 C1 H1 ±180, ±60 -180, 180 

F4 C2 C1 H2 ±180, ±60 +60 

 

 


