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Procedure for Conformational Searches

Computational modeling was carried out using the Schrodinger 2007 software suite, Maestro
version 8.0.308. All structures were prepared with Ligprep (OPLS_2005 force field) using
default settings, with the exception of the following: Epik was used to calculate ionization with
pH set to 7.0£2.0. Conformational searching was carried out with Macromodel (MM3* force
field") using default settings with the exception of the following: solvent was set as CHCls,
distance-dependant electrostatics were employed, dielectric constant was set to 2.0, atoms were
chosen for substructure flexibility, truncated Newtonian conjugate gradient (TNCG) was used as
the minimization method, maximum iterations were set to 5000, and Automatic Setup was used
for conformational search parameters. The lowest energy conformers for each compound were
selected for measurement of indicated dihedral angles and distances.

! Allinger, N. L.; Yuh, Y. H.; Lii, J. H. J. Am. Chem. Soc. 1989, 111, 8551-8566.
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