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Fig. 7. Contour plots of the highest occupied and lowest unoccupied molecular orbitals (HOMO and LUMO, respectively), of the optimized 6-31+G(d,,p) molecular geometry.  The plots were generated by using the program 3D-PLTORB, and depicted using QMVIEW, with contour surface value of 0.02 arbitrary units for both phases.  The negative phase is red, and the positive phase is green.   For further information and images see http://www.sdsc.edu/~kimb. 







