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Electronic structure calculations often require the solution of an eigenvalue problem, sometimes
involving hundres, 1f not thousands of eigenvalues. A commonly used method by our group 1s the
generalized Davidson method. This method often uses powerful preconditioners to obtain the
required solution. We have been investigating alternate methods such as ARPACK, which does
not use preconditioners. We found for many cases that ARPACK 1s a faster method, although it
requires more numerical operations.
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