TABLE IV. _________________________________________________Summary Comparison of Theoretical Methodsa vs. ExperimentQuantityHF/6-31G*MP2/6-31G*MP2/TZP"MP4SDQ/TZP"LMP2/cc-pVTZ(-f)"LMP4/cc-pVTZ(-f)"GVB-LMP2/cc-pVTZ(-f)Number favoring thewrong conformerb4623122rms Dev.vs. Expt.c0.720.700.450.380.350.320.32Maximum Dev.c2.232.001.040.900.920.910.81Number of deviations: 0.5 - 1.0 kcal/mol6387754 > 1.0 kcal/mol5810000a The HF/6-31G* calculations used HF/6-31G*-optimized geometries; all others usedMP2(FULL)/6-31G*-optimized geometries. See text for definitions of the composite"MP4SDQ/TZP" and "LMP4/cc-pVTZ(-f)" models.b Number of cases in which the ab initio and experimental determinations disagree as to whichconformer is lower in energy.c In kcal/mol.

TABLE V. ___________________________________________________Summary of Comparsions of Conformational Energies vs. Experimentand Ab Initio Data˚(Set 1).a,bQuantityMMFF94MMFF94sCFF95CVFFMSICHARMmAMBER*OPLS*MM2*MM3*Number of conformationalcomparisons373737343637373737Number of ab initioconformers having nolocal force field minimum000310000Number favoring thewrong conformer1151348933rms Dev.vs. Expt.0.370.381.062.360.781.291.681.750.72Maximum Dev.0.990.994.806.112.074.605.647.472.57rms Dev. vs."MP4SDQ/TZP"0.330.331.172.350.731.371.791.620.79rms Dev. vs. GVB-LPM2/cc-pVTZ(-f)0.280.271.132.320.721.351.701.620.76Number of deviations: 1 - 2 kcal/mol0041447624 2 - 3 kcal/mol001321001 3 - 5 kcal/mol001402400 5 - 7 kcal/mol000300110 7 - 10 kcal/mol000000010a This table summarizes the detailed results in Table I of the manuscript. All energy quantities arein kcal/mol. The number of possible conformational comparisons is 37.b The ab initio reference conformational energies are the "MP4SDQ/TZP" or GVB-LMP2/cc-pVTZ(-f) results shown in Table III of the manuscript.

TABLE VI. _______________________________________________Summary of Comparsions of Conformational Energies vs. Experiment(Set 2).aQuantityMMFF94/94sCFF95CVFFMSICHARMmAMBER*OPLS*MM2*MM3*Number favoring thewrong conformer47745722rms Dev.vs. Expt.0.742.212.860.701.031.280.680.78Maximum Dev.1.454.245.781.661.692.911.872.27Number of deviations: 1 - 2 kcal/mol45739432 2 - 3 kcal/mol01400301 3 - 5 kcal/mol06400000 5 - 7 kcal/mol00100000a This table summarizes the detailed results in Table II of the manuscript. All energy quantities arein kcal/mol. The number of conformational comparisons is 19 for all force fields

TABLE VII. _______________________________________________________Summary of Comparisons of Conformational Energies vs."MP4/SDQTZP" Data.QuantityMMFF94MMFF94sCFF95MSICHARMmAMBER*OPLS*MM2*MM3*Number of conformationalcomparisonsa146142139140136139140129Number lacking parameters000000012Number of ab initioconformers having no localforce field min.158711876Number favoring thewrong conformer78323138323022RMS Deviation0.320.331.331.661.853.721.991.08Maximum Deviation1.561.565.376.2411.5520.4511.073.96Number of deviations: 1 - 2 kcal/mol22212326221425 2 - 3 kcal/mol00131113716 3 - 5 kcal/mol005645133 5 - 7 kcal/mol00154430 7 - 10 kcal/mol00000510 > 10 kcal/mol00001610a The number of possible conformational comparisons is 147. Detailed results are given in TableSM-I of the Supplementary Material for the manuscript.