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Figure S1. Two-dimensional 'H-">N-HSQC spectra of HGDC in (a) buffer, (b) 5.0 M urea, and
(c) 1.0 M GdnHCI solutions. (d) An overlay of two-dimensional 'H-'>N-HSQC spectra of
HGDC in buffer (black), 5.0 M urea (red), and 1.0 M GdnHCI solutions (blue).
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Figure S2. Experimental measured 'Dn.unv RDCs of HGDC in buffer (white bar), 5.0 M urea

and 1.0 M GdnHCI (gray bar) solutions.

(light gray bar),
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Figure S3. The backbone RMSD values of the HGDC NMR structures simulated in
physiological solution (pH7, 136.7 mM NacCl), 343 K for 200 ns.
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Figure S4. The percentage of secondary structures of the HGDC in physiological solution, 343
K, during 200 ns of simulation time for (a) solution, (b) Urea-induced, and (¢) GdnHClI-induced
structures. Red: B-strand; Blue: o-helix; Yellow: turn; Green: bend. The secondary structure
cartoon of the initial conformer at the start of the simulation time for the respective structures
is represented schematically above each graph in black with arrows and rectangles denoting 3-
strands and o-helices, respectively.
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Figure S5. The backbone RMSF values for the higher energy state HGDC NMR structures
induced by 5M urea and 1M GdnHCl. MD simulations were performed for 100 ns in

physiological solution, 425K.
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Figure S6. The 2D residue contact maps of (a) urea-induced and (b) GdnHCl-induced
conformational ensembles throughout 100 ns of simulation time in physiological solution,
425K. Residue contacts of the initial conformation better maintained throughout the simulations

are presented in darker red.
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Figure S7. Inter-domain Interface contacts of HGDC throughout 100 ns simulation time in

physiological solution, 425 K.
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