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GREEN FUNCTION METHOD FOR CALCULATING INFRARED
SPECTRUM OF ONE-DIMENSIONAL TWO-BLOCK CRYSTAL

Zaou QIiNg

(Institute of Chemistry, dcademia Sinica)

ABSTRACT

In this article, the Green Function method has been employed to investigate the in-
frared spectrum of one-dimensional twoblock crystal A-B. Assuming that the Green
Functions of the blocks are known, we first derive the matrices and the Green Func-
tions of the crystal and then investigate some quantities important to infrared spectrum
of the crystal, including (1) the density of states, (2) the eigenfrequencies of the crystal,
(3) the normal displacements of atoms in the crystal, (4) infrared absorption intensity
and (5) peak width,



