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1) The details during the course of the refinement of CP 2

The residual electron density is observed at 0.9653 0.2491 0.7362 which is 1.43 A from N5.

2) The details during the course of the refinement of CP 4

H100 atom was located in difference map positions and refined positionally with DFIX restraint
and DFIX 0.84 O1 H100 was given to fix with O1 atom.

H101 atom was located in difference map positions and refined positionally with DFIX restraint
and DFIX 0.84 O1 H101 was given to fix with O1 atom.

Now, there are 3 distance or angle restraints and 3 least-squares restraints used in the refinement.
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Figure S1. PXRD of CPs 1-4



