Supplementary Data
[image: ]Figure 1: Ramachandran plot of the modelled CB1 protein structure, showing backbone dihedral angle distribution and overall stereochemical quality assessment.





Figure 2: SSE evolution over time of the WT structures during 3 replicas of MD simulations.
[image: ]
Figure 3: SSE evolution over time of the MT structures during 3 replicas of MD simulations.
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Plot statistics

Residues in most favoured regions |A,13L| 265
Residues in additional allowed regions [a,b,Lp] 23
Residucs in generously allowed regions [-a,-b,-1-p] 2

2

Residucs in disallowcd regions

Number of non-glycine and non-proline residues 292 100.0%

Number of end-residues (excl. Gly and Pro) 1
Number of glycine residucs (shown as triangles) 13
Number of proline residues 10

316

Total number of residues

Based on an analysis of 118 structures of resolution of at least 2.0 Angstroms
and Refactor no greater than 20%, 2 good quality model would be expected
10 have over 90% in the most favoured regions.
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