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FIGURE 9.4 .
The overlap of the 1s orbitals centered on hydrogen nuclei located at A and B, a distance
R apart.

For two 1s orbitals, it can be shown that their overlap integral is

, R’
S(R)=¢ “(1+R+—?) (9.1D)
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FIGURE 9.5
The overlap integral S(R), Equation 9.11, for two hydrogen atom 1s orbitals plotted versus the
internuclear separation in atomic units.

Donald A. McQuarrie and John D. Simon, Physical Chemistry: A Molecular Approach;
University Science Books: Sausalito, CA; 1997
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