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Analysis of Inter Fragment Interaction Energy by Nonmetric Multi-Dimensional Scaling Method
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Abstract: Cluster analysis was performed on the interaction energy matrix obtained by the fragment molecular orbital method using

the non-metric multidimensional construction method. We performed the analysis about one of the 1TGO0-A (PDB ID:1TG0, FMODB

ID: XR38P). The result of inter-fragment interaction energy matrix was used as the distance matrix, and the multidimensional scaling

method was executed. The embedding targets we chose are 2D, 3D, 4D, 5D, 6D, 7D. From the result, we observed that some amino

acids form an interaction cluster.
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Figure.2 Result in 2D Figure.3 Resultin 3D

Figure.4 Result in 4D
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Figure 5 Result in 4D
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Figure.6 Cluster illustration in 3D space
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