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Experimental (Hz)

20 1

15 1

-10 *

CaAG

R?=0.98357

SI_3

Calculated (Hz)

14

16



rMD without RDC data

R.M.S.D. 0.65

Restraint Set

B

rMD with RDC

R.M.S.D.0.63

RMSD

No restraints

RDC restraints only

RDC, BB, WC, Sugar

BB, WC, Sugar, Distance
RDC, BB, WC, Sugar, Distance

0.86 A
0.69 A
0.72 A
0.62 A
0.54 A
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Well Width (A)
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