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The expansion set {|b,)} requires further explanation. Like the other basis expansion
methods, Diis uses a Newton step, equation (3.3), to generate a new vector |8A) which
is then added to {|b;)}. The elements of this set are thus the |6A) generated in each of
the preceding iterations, so that piis clearly incorporates information from the entire

= Sl LR TY X hnad







D M Wood and A Zunger

lg residual

12 16
Iteration number

Figure 1. Iteration histories for the modified Nesbet matrix: A, block Davidson (m=n=4),

e=10""; B, Davidson; C, puis; D, E, F, simultaneous coordination relaxation for m =
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