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Figure 1: Structural stability of the PrP globular domain. The plot shows the
temporal evolution of the root-mean-square deviation (rmsd) of the C atoms of PrP.
The reference structures are the solution NMR structure of the globular domain of mouse
PrP[I], the crystal structures of PrP in complex with POML1 [2] and POMS6 [3]. The RMSD

is calculated for the C atoms as RMSD = \/ﬁ SN (i rref)2, where rref represents
the reference position of atom i, and N the C atoms belonging to residues in PrP. The
alignment of the system is done on the C atoms of PrP. The average RMSDs (0.25
0.02 nm for free PrP or complexed with POM1 and 0.18 0.02 nm for PrP in complex
with POM®6) were calculated over the last 200 ns of each simulation. The standard error
of the mean was calculated as the standard deviation of the 10 average values over the
last 200 ns of the 10 individual runs.
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Figure 2: Structural stability of the antibody variable domain. The plot shows
the temporal evolution of the root-mean-square deviation (rmsd) of the C atoms of the
variable domains of POM1 and POM6 (a) in complex with PrP and (b) in absence of PrP.
The reference structures are the crystal structures of PrP in complex with POM1 [2] and
POMBG [3]. The alignment of the system is done on the C atoms of the variable domains
of the antibodies. The variable domains of the antibodies are structurally stable both in
complex with PrP (0.15 0.02 nm for POM1 and 0.21  0.06 for POM®6) and in absence
of PrP (0.15 0.01 nm for POM1 and 0.16  0.02 for POM®6). The average RMSDs were
calculated over the last 200 ns of each simulation. The standard error of the mean was
calculated as the standard deviation of the 10 average values over the last 200 ns of the
10 individual runs (5 runs for the simulations with the antibodies alone).






