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Figure S1. Output from a SHELX.LST file for three stages of refinement of the P21 structure before H atoms are included in the model. 
Highlighted in yellow are peaks in unmodelled residual electron density that correspond to H atoms. The header of each block of entries gives some 
details of the stage of refinement and associated agreement indices. All 10 H atoms of the P21 structure appear in the difference-Fourier map after 
only 5 cycles of isotropic least-squares refinement. The penultimate column gives values of the electron density (e/Å3), which closely approximate 
to the number of electrons at this site. The last column gives the distance to and identity of the first-nearest-neighbor atom. The first two rows of 
each block correspond to the two fully occupied H sites of the two zig-zag chains. The remaining eight highlighted peaks correspond to the half-
occupied crankshaft H sites. See text for further explanation.


