Supplemental file

Theoretical Prediction of the Basic Helix-Types in o,8-Hybrid Peptides

Carsten Baldauf, Robert Ginther and Hans-Jérg Hofmann*

Institute of Biochemistry

Faculty of Biosciences, Pharmacy and Psychology
University of Leipzig

Briiderstrale 34

D-04103 Leipzig

Germany

e-mail: hofmann@uni-leipzig.de

Contents

TABLE SI. DFT/B3LYP/6-31G* Backbone Torsion Angles of all Helix Conformers in Octamers of
o,B-Hybrid Peptides

S1



TABLE SI DFT/B3LYP/6-31G* Backbone Torsion Angles® of All

Helix Conformers in Octamers of a,,B-Hybrid Peptides

Conf. (0] 0 v Conf. 0] 0 Y
Hyq 72.1 180  Higng 124.9 -31.4
90.9 -79.2 917 777 -614 1797
70.8 16.6 82.8 -63.8
96.4 -75.9  84.2 -68.6 -57.4 158.3
70.9 16.5 117.8 -109.8
96.2 -765  84.9 453 -500 125.0
74.7 12.7 160.8 -142.9
1024 762  84.2 -30.3  -520 147.3
Hiass -69.0 220 Hygns" 82.5 -55.1
-103.7  81.6 -120.7 -142.7 602 117.9
-79.3 -23.2 92.1 -68.0
-116.0 741 -117.4 1731 583 783
-70.7 -34.6 112.7 -134.9
1145 820 -120.3 -104.1 603 334
-95.3 1.8 168.1 -137.8
-126.4  66.0 -109.1 -101.9 614 416
Hy -137.4 155  Higng 131.4 -148.1
66.4 445  63.2 62.0 -61.7 109.1
104.8 98.7 132.9 -150.5
59.7 40.8  62.9 -68.4 -54.7 1382
94.9 99.7 96.5 -115.2
63.3 444 448 -85.6 -63.7 169.7
105.0 104.3 76.5 -127.7
62.8 475  96.7 -83.0 -52.3 1496
Hoi1 140.1 -40.9  Higne' — 1242 -162.6
-91.6 545 894 1222 573 214
133.0 -63.1 112.2 -135.9
942 584 855 -1343 586 450
133.2 -60.8 81.1 777
950 585 876 1770 634  37.0
130.1 -61.9 78.8 -82.7
904 527  85.0 -179.7 621 26.3
Hiyo 65.1 -147.9
793 581 956
58.6 -146.7
-79.8 -584 944
58.9 -147.8
794 576 945
57.3 -146.6
76,5 -64.0 995

& Torsion angles in degrees.
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