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parameter estimation

— charmm?22 : Academic all-atom forcefield used for
simulating protein systems

— charmm?27 : Academic all-atom forcefield used for
simulating DNA and protein systems
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— benzene: c1ccccect
— dibenzo-p-dioxin: c13ccccc10c2cceccc203
—alanine: [N+][C@@H](C)C(=0)[O-]
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