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4. Conclusion

A topological analysis of electron density of RAHBs and

(G)CAHBs at B3LYP/6-311CCG** level of theory, indi-

cates that these hydrogen bonds are partially covalent. The

covalent character of H-bond, with the criterion of absolute

value of H(r), is increased with p-delocalization and is

proportional to stabilization energy and charge transfer from

oxygen lone pairs to anti bonding NBO of O–H. From Table 2,

an acceptable correlation can be seen in H(r) vs. r(r) and ‘H-

bond energy’ vs. r(r). Also, it is revealed that the covalent

character of O/H bond increases as this character decreases

for O–H bond.
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