MOPAC2009

the next generation
quantum chemistry tool
for property prediction

Fast optimizations up to 15,000 atoms, e.g. proteins
NEW PM6 parameterization from experimental & ab initio
More accurate H-bond and dispersion energies*

ALL main group elements & transition metals (83)

Major improvements over PM3 and AM1

Crystals, surfaces & polymers with periodic boundaries

FREE to academics
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MOPAC2009

Giant molecule capability
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NEW parameterization (PM6)
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More accurate heats of formation from PM6

Method Average unsigned error Largest error
(kcal/mol) (kcal/mol)
PM6 4.79 -42.2
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Comparison of errors in heats of formation for a set of 1,373 compounds
containing only C, H, O, N, F, Cl, S, P and Br.
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More accurate hydrogen bonds from PM6
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ALL main group elements & transition metals parameterized with PM6
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Crystals, surfaces & polymers with periodic boundaries
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MOPAC2009 specifications

Properties
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