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Thus, all of the diagonal elements are     e The o -diagonal elements are   if the two atoms involved are bonded and zero if they are not It is usual to divide each row of the determinant by   This corresponds to a change of energy units and leaves either 1's or 0's in the o -diagonal positions which encode the connectivity of the molecule The diagonal elements become      e a , which is usually represented by x While the determinant was expanded in  3 to yield the secular equation, it is more convenient in general to diagonalize the determinant using a computer An interactive computer program, SHMO, has been written to accompany this book [102] The SHMO calculation on ethylene yields the results shown in Figure 51a The p and p   orbitals are precisely one   unit above and below   The SHMO results are presented in Figure 5.
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