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Fig. 1. Schematic diagram for 3D structure determination of
proteins by NMR. Left column shows a flow of works.
Right column shows available information by NMR.
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(Fig. 2).
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Fig. 2. Principle of structure-activity relationships (SAR) by
NMR. On the basis of chemical shift changes, two weak
binding sites are defined, and the ligands to those sites are
optimized. Finally, a suitable linker is designed to join
the two ligands, yielding much higher affinity.
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Fig. 3. Principle of affinity NMR. A schematic representa-
tion of 1D NMR spectrum of a mixture of ligands with the
target protein (b). Using appropriate filter experiments,
either the ligand signals interacting (a) or those not inter-
acting (c) to the protein can be extracted.
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Fig. 4. Principle of transferred NOE (trNOE). A free
ligand of small molecular weight only gives a weak, posi-
tive NOE signals (a).
efficient magnetization transfer occurs during a period of
bound-state (b), which arises observable negative NOEs
between the ligand protons (c).

Under equilibrium condition,
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EVCOIFIERDD. V) - FLAORERE2 v 7 5 A =
s VORER, WENREYRGCZRITCEYEETEEE
B (3D-QSAR) LKW T XD THATH 5.

NMR (Z & 2 kERSOEESR

B L7cL 5, NMR TiEEREAZBLT22o0
ACEVEWCAN T~y 7 ) VI DBEI R, B—ED
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