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Abstract
Atheoretical study was conducted to investigate the dihydrogen and alkali-halogen
bonding in binary X;CH--HNa, X,CHy~HNa and temary complexes 2(X,CH)--HNa,
2(X,CHy)-HNa (where X = F,C]
‘method with different basi

, Br). The computations were performed using the B3LYP

ets, namely pople’s (6-311++G**) and dunning type (aug

cc-pVDZ and aug-cc-pVTZ). Additionally, dispersion-corrected density functional theory

calculations were carried out for all the structures. The interpretation of structural
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