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Figure S2: Illustration of the 3D-RAG build-up and search. (A) All-atom structures extracted from known structures are translated into 3D graphs and partitioned into subgraphs based on RAG motif IDs. The subgraphs and all-atom fragments are catalogued in 3D-RAG. (B) 3D-RAG can be used for the search of graph similarity. After identifying the motif ID of the target graph, one can search for graph match in the motif ID selected, and extract the corresponding all-atom fragment.

