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Figure 2: Comparison of order parameters calculated from three bond

scalar couplings (black line) and NMR relaxation experiments (red line)1

with those calculated from the PDB structures (green line) for Val and Ile γ

methyl groups in (A) ubiquitin and (B) HIV-1 protease. For Val, the order

parameters are averaged over the two γ methyl groups, as these are not

distinguished using the scalar coupling approach.1


