\J/ HOMOLOGY MODELING

From Sequence to Predicted Structure

TEMPLATE SEARCH

Input sequence is used to find similar structures to use as conformational sampling guides
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Ab Initio Fragments Whole Structures and Fragments from Homolog Templates

M O D E I_l N ( 5 Produces a model for the entire input sequence, by
testing out combinations of different whole

. templates, template segments, and Ab Initio
Run 200 times fragments. Followed by structure optimization.
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Modeling Phase is Repeated 200X,
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To better compare and understand the 200
predicted structures they are first clustered into
groups based on shape

@ @ The best structure\:

Calculate the Cluster structures " from each of the |
backbone RMSD | top five clusters is |
between each of . presentedin HM

into groups based
on their RMSD
the 200 structures results




