
E S T S C PAGE  1
ENERGY SCIENCE & TECHNOLOGY SOFTWARE CENTER

SOFTWARE ABSTRACT DATE 03/11/2002

PACKAGE ID - 001050SUN0000 EDEN                

KWIC TITLE - Holographic Methods in X-ray Crystallography

AUTHORS - Szoke, A.
Lawrence Livermore National Lab., CA (United States)

LIMITATION CODE  - UNL AUDIENCE CODE - UNL 

COMPLETION DATE - 04/21/1993 PUBLICATION DATE - 04/01/1993

DESCRIPTION - The holographic method makes use of partially modeled
electron density and experimentally-measured structure factor
amplitudes to recover electron density corresponding to the
unmodeled part of a crystal structure. This paper describes a fast
algorithm that makes it possible to apply the holographic method to
sizable crystallographic problems. The algorithm uses positivity
constraints on the electron density, and can incorporate a target
electron density, making it similar to solvent flattening. Using
both synthetic and experimental data, we assess the potential for
applying the holographic method to macromolecular x-ray
crystallography.
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files containing physical space models, targets, weights and
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