
void xyz2int_atom (int iatom)

void xyz2int (DMT & cart_pdb, DMT & zmat)

Start

using namespace std;
using namespace structure;

End

 vector parent

void zmat_atom (
int iatom,
int jatom,
int katom,
int latom,

double & rij,
double & theta,
double & phi);

double theta = bond_angle(cart_i,cart_j,cart_k);

double phi = tors_angle(cart_i,cart_j,cart_k,cart_l);

matrix zmat

DVC cart_j(3)
DVC cart_k(3)
DVC cart_l(3)
double rij


