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(**********************************************************)
(* Huckel MO Calcutation Program Using Mathematica *)
(* by KENZOU 2005.05 .05 *)

(**********************************************************)

huckel[H ] := Assuming[B > 0, Module[{a, k, i}, k = Length[H];
a = Eigenvalues[H]; Reverse[Table[a[[i]], {i, 1, k}]1111

mo[H_] :=Module[{a, b, k, m, n, p, A}, A = Reverse[Eigenvectors[H]];
k = Length[A]; b[1] =A[[1]]; a[l1] =b[1] /Sqrt[b[1l].b[1]];
b[n_] :=b[n] = Simplify[A[[n]] - Sum[A[[n]].a[k] a[k], {k, 1, n-1}]];
a[n_] :=a[n] = Simplify[b[n] / Sqrt[b[n] .b[n]]];
Table[a[m], {m, 1, k}].Table[x,, {p, 1, k}]]

mDt [H_] := Module[{k, i, b= {}}, dSolX;; = {}; k = Length[H];
deTa = Solve[Det [H] == 0, x]; For[i =0, i <k, AppendTo[b, deTa[[i]]], i++];
For[i =0, i<k, AppendTo[dSolX;;, x /. b[[1i]]], i++];
dsolX;;y // Expand;
Re[dSolX;5]1];

moE[H_] :=Module[{k, i, b= {}}, k = Length[H];
For[i =0, i <k, b=AppendTo[b, a-8x /. deTa[[i]]], i++]; b]

moW[H_] := Module[{a, J}, a=mDt[H] //N; J=H /. x->a[[1l]]; mo[J]]
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