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CHEMICAL SHIFT OF CENTRAL BASE AROMATIC PROTON
DETERMINED BY PENTAPLET EFFECT IN SINGLE STRAND
DNA

With analysis of NMR in BMRB 16 strands ss—-DNA, the pentaplet concept can be determined for
chemical shift prediction of the central base protons in pentaplet. The relations between the
secondary chemical shift and some factor (for example, stack force, hydrophobic force, hydrogen bond
force, London force, distance effect of next—nearest neighbors base et al.) have been detected, and
the results proved that 5 next-nearest neighbors effect is different from 3’ next—nearest neighbors
when the chemical shift forming of characteristic protons of central base in the pentaplet. The
8.5 ?fil) effective distance of “through-space” theory was supposed. The analysis throws new light
on the mechanism involved predictive empirical scheme of base protons chemical shift in ds—DNA.
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