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DFT (B97-D) semiempirical (PM6-DH+) MM (OPLS2005)
rank energy rank energy rank energy
1 0.0 7 1.8 205 11.3
2 1.1 4 1.4 53 7.6
3 3.2 8 1.9 50 55
4 3.7 3 0.5 69 7.2
5 4.1 13 3.1 159 9.2
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