


Figure 1: RoPE spaces for (A) trypsin (Uniprot ID P00760, 459 structures, 511 molecules) showing
split on collection temperature. (B) lysozyme (Uniprot ID P00698, 939 structures, 1038 molecules)
with the majority space group P43212 marked as triangles. (C) BAZ2B, drug fragment screen for
PanDDA analysis, 132 structures/molecules, coloured by resolution. (D) DNA cross-link repair protein
1A, deposition ID G_1002036, 312 structures/molecules, coloured by resolution. (E) myoglobin time
series dataset. Dark structure marked as a star, -0.1 ps to 150 ps timepoints marked as a line series.

Figure 2: (A) for the time-resolved myoglobin dataset, the first principle component from SVD (hor-
izontal axis, Fig. 1e), corresponding to a set of torsion angle differences, was mapped onto the dark
structure of myoglobin. This structure is coloured according to the change in distance of each Cα
atom to the haem iron. (B) change in distance to haem as a function of C-alpha residue number.
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