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Figure 4: RMSDcomp. sharpens hierarchical clustering obtained for class II viral fusion proteins.
Complete linkage hierarchical clustering of the structures defined in Fig. 3. (Left) Clustering obtained
upon processing distances from Tab. 1. Global IRMSD after aligning structures with the Apurva algorithm.
(Center) Clustering obtained upon processing distances from Tab. 2. RMSDcompb. using domains I, 1T
and III. (Right) Clustering obtained upon processing distances from Tab. 3. RMSDgomp. using motifs

corresponding to SSE.
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Figure 5: Assigning quaternary structures of hemoglobin using «;3; dimers. The goal is to

check which similarity measures allow one to cluster coherently the newly reported conformations A, B, C of
hemoglobin tetramers ([33] and Sec. 4.3.), assumed to adopt quaternary structures corresponding to the R2,
R and T states. The displayed hierarchical clusterings were built using the single linkage scheme. (Left)
Using RMSD¢omp. combining the IRMSD of the two chains a; and ;. The hierarchical clustering obtained
does not cluster coherently states A, B, C', and does not provide a coherent clustering with states R2, R and
T either. (Right) Using RMSDcomp. combining the RMSDgomp. of the two chains «; and 31, the former
(resp. latter) based on the 7 (resp. 8) IRMSD between its helices. The clusters of conformations A, B and
to a lesser extent C' are well formed and coherent with the R2, R and T states.
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Figure 6: Structural conservation of hemoglobin. The a and 3 chains were respectively decomposed
into 7 and 8 helices (Main text). For each helix, all pairwise IRMSD were computed using the 12 structures.
Each helix was then color coded according to the gradient indicated. Visualization done with T conformation
(pdbid: 2dn2).
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