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What are the limitations?

• We do not know a priori which is the relevant mode,
but the first 12 low-frequency modes are probable candidates.

• The amplitude of the motion is unknown.

NMA requires additional standards for parameterization,
i.e. a screening against complementary experimental data
to select the relevant modes and amplitude.
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Applications

Current - “as is”:

a tool for predicting functionally relevant motions
New URL: emotion.biomachina.org

Future - with complementary structural data:

a tool to reduce the conformational search space.

Flexible Docking: Normal modes can be used as refinement parameters
with low-dimensional complexity (planned for Situs 2.2)

Image processing: Normal modes can be added as additional
degrees of freedom to capture polymorphism in the averaging and
classification of EM images (collaboration with EM software developers).
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