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WFZER R OBEE (3530) : From a new viewpoint recognizing peptide nucleic acid monomers
are recognized as 0 -amino acids, conformation study was carried out for the peptides of §
-amino acids and of their related non-native amino-acids. It was shown that the most
fundamental § -amino acid residue have very interesting conformation properties caused
by favorable intra-residue hydrogen bond, and also that theoretical results correspond to
the experimental ones.
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Table 1. Average values of the dihedral angles (degrees)

Structure a By @& £ w Kl k2 K3
1 -107 58 81 78 19 179 2 -159 -104
52 107 -58 -B1 -78 -19 -179 -2 159 104

(strand ) -109 58 82 78 16 180 3 189 -105
(strand Il) -144 64 B0 69 42 178 -176 177 -97

54 -79 -58 -67 -76 -168 178 -5 -179 95
85 -125 63 75 71 21 -179 176 175 -90

Tabie 2. Comparison of the enargies of the duplex and strands at
the 3-21G level (A.U.)

Structure Form Energy  Incremental (kJ/mol)
51 antiparallel  -6198.62306
(strand 1) -3172.17232
(strand Il -3026.24124
s2 antiparallel  -6198.62306 0.00000 (0.0)
53 parallel -6198.61614 000692 (18.2)
(strand 1) -3172.17042
(strand Il -3026.23011
54 antiparallel  -6198.61494 000812  (21.3)
55 antiparallel  -6198.55806 0.06500 (170.7)
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