
 

Supplementary Fig. 3. Rearrangement and fluctuations of residues near the backbone break 

after isomerization. Smoothed rmsd of MYG (all atoms) and neighboring residues 61-62 and 

66-67 (backbone atoms) during equilibration after spontaneous trans-cis isomerization. The 

residues C62 and S66 directly adjacent to MYG exhibit a larger rmsd (0.12 and 0.09 nm, 

respectively, averaged over the last 650 ps) than 2nd neighbors S61 and K67 (0.10 and 0.05 

nm, respectively). Residues S61 and C62 N-terminal of the chromophore show significantly 

larger rmsd values than their respective C-terminal counterparts K67 and S66. 
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