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Figure S1. Simulated XRPD spectra from JOVIHO1 [1] (green) and two levels of structural optimization: only
H (blue) and full optimization (red).

Table S1. Root mean square deviations (RMSD) of atoms positions of the optimized structures with respect
to the SCXR crystal structures of carbimazole JOVDIHO1 [1] and JOVDIH [2]. A careful analysis did not

highlight any particular hydrogen atom changing more than the others after optimization.

Atom type RMSD DFT-Exp RMSD DFT-Exp RMSD DFT-Exp RMSD DFT-Exp
(quantity in Only H Only H All atoms All atoms
minimal unit) optimized optimized optimized optimized
(Angstrom) (Angstrom) (Angstrom) (Angstrom)
JOVDIHO01 JOVDIH JOVDIHO01 JOVDIH
Cc@ 0.00 0.00 0.04 0.06
N (2) 0.00 0.00 0.03 0.05
S@ 0.00 0.00 0.02 0.00
0@ 0.00 0.00 0.04 0.04
H (10) 0.09 0.05 0.14 0.13
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