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Tablel 0 0000000000000 6000(Gly)s 000 (Ala)s O a-helix 0O 00O S-strand

Tablel: Total energy differences AEpap between E™ and E/9 (kcal/mol)

DFT HF
LDA GGA ACM
SVWN  SPW92 BLYP PBE B3LYP BOLYP PBEO
(Gly)s
a-helix  -1.342  -1.339 -1.055 -1.242 -0.824  -0.802 -0.788 0.005
[B-strand  0.012 0.012 0.008  0.007 0.006 0.006  0.005 0.005
(Ala)g
o-helix  -2.037  -2.033 -1.482  -1.822 -1.182  -1.157 -1.186 -0.087

B-strand  0.034 0.034 0.022  0.022 0.015 0.015 0.013 0.000
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Table2: Relative energies AE,.; of a-helix conformers to 8-strand ones (kcal/mol)

DFT HF
LDA GGA ACM
SVWN SPW92 BLYP PBE B3LYP BOLYP PBEO
(Gly)e
AEMM 254 2251 10.92  3.06 1011 1005  4.02 15.09
AESM™  -1.19 -1.16 11.98  4.30 10.94 10.85 4.81 15.09
(Ala)g
AEM 925 921 10.51  -0.76 9.27 9.29  0.68 16.47
AESM™ =718 -7.14 12.01  1.08 10.47 10.46 1.88 16.56
oooo]
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