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Table 1. Total energies (in hartree) for short DNA molecules. In the FMO calculation, the dimer-es, esp-ptc, and esp-
aoc approximations were applied to fragments whose separations were more than 2.0, 4.0, and 2.0 vdW, respectively.

Model DNA ESCF E™MO AE/bp ED™®)  AE/bp ED™OMOY  AE/bp
CG 2 -4779.028342 -4779.025628 0.001357 -4779.024201 0.002071 -4779.028318 0.000012
CG 4 -10844.483738  —-10844.474638 0.002275 -10844.469010 0.003682 —10844.483603 0.000034
CG6 -16910.080941  -16910.065386 0.002592 -16910.055607 0.004222  -16910.080694 0.000041
CG S8 -22975.103108  —22975.079043 0.003008  —22975.066177 0.004616  —22975.102714 0.000049
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