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Figure 3. Ramachandran plots for 1us0: (a) original model, (b) perturbed model, (c,
d) original and perturbed models, respectively, after QM optimization with
TeraChem, (e, f) original and perturbed models, respectively, after QM optimization
with xtb and (g, h) original and perturbed model, respectively, after classic
optimization. Red and orange arrows show residues moved to disallowed and
allowed regions out of favored region as result of perturbation. Green and light-
green arrows show residues moved from allowed and disallowed regions to favored
region. Columns of three numbers in each plot show percentage of residues in the
favored region of the plot, Rama-Z score and RMSD (in A) to the original (a) model.
(b,c,d,e f,gh) plots were created using phenix.comparama.
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