757 422ECAD 36 —2
(1988 12 9)

S-F NIE T FEZEEEE %2 FE&E L 7215438 A 3 C A D

B EZ g E— RERE &
RRIEARE BREBRLETHRER

AFHBEDOCGERTREERT I2LDCEBAFLHBATIFFOSRTERBEILETS
5 RTOBEHELLTESFNLAAEERLERBT LB 0N, SEEEESPE
KEhhoBEhETE 2—-FRANLLBNSTOLERSE2 b L, EUNLET
BEErHETS LA ELS A B, ’

EEZLI, LEXHIPSHTHERHOCCETE2ERT B Y 2T LB SLEREOAN
BITFk, KROCCHEBLTOLEREORREC DV IRH 2T >Cw 5. xH/ET
i, A7 V22 riEROBL A AVCAILEREORBFERLE, ThicES WA ANER
Biff, BHNAF2HRTARTEBOEARALELLPOTCZTOBME 2 AR 2.

CHEMICAL STRUCTURE INPUT CAD WITH COORDINATE APPROXIMATION IN A MOLECULE
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Imaging Science and Engineering Laboratory. Tokyo Institute of Technology
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To make a molecular model by means of computer graphics. the coordinates of
the atoms in a molecule are required. These coordinates are often obtained by
making a reference to results of crystallographic measurements. For creating a
somewhat rough model, however, approximate coordinates of atoms are calculated
by considering the chemical structure of a molecule.

The authors have been interested in an input method and a representative
scheme of chemical structure. The present paper describes object-oriented
chemical structure representaion and generation of the coordinates of the atoms

in a molecule.
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