Supplementary Material

Supplementary Figure S1

All-residue Ca-based superposition of the 17 CAyrp dimers from the 11 dimer-containing crystal
forms described in Table 2 and Figure 3. Backbone traces of the 17 superposed dimers and
associated Compound 1 molecules (shown in stick form) are uniformly colored by dimer.
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Supplementary Figure S2

Pairwise RMSD values of 17 Ca-superposed CAyrp dimers from the 11 dimer-containing crystal forms
described in Table 2 and Figure 3. Individual dimers are designated by the crystal form letter of
Table 2, followed by the dimer number within that crystal form. RMSD values range from 0.38 A to
1.63 A, and average 0.90 A.



