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Study on the CNDO,2 Geometry Optimization
Chen Zhixing
Abstract

Improved Davidon optimization algorithm associated with the force method of
Pulay and Torék has been adopted to set upa computer program with good beha-
vior for CNDO/2 geometry optimization, In the force method, the density matrix
is kept constant to calculate the energy gradiant, but this treatment, as shown by
the author’s research, would introduce some deviation, because the self-consistent
density matrix is somewhat deviated from the true limit, The deviation is not

quite significant and can be allowed,




