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Abstract

Dihydrogen bond (DHB) interaction that exists in ammoniated metal borohydride systems Price ncludes VAT (india

i recognized as an effective intermediate step involved in the evolution of H; molecule Instant access o thefll rice POF.

Mechanism of DHB formation and it electronic properties upon halogenations were

for Mg(BH,)y2NHsM(BH;X) (where M = Li, Na, K, and X = H, F, CI, and Br)
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tems using ab initio (MP2) and DET (@BY7XD) calculations. The influence of halogens
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in varying the nature of the DHB that forms in Mg(BH.),2NH;-+M(BH:X) cor
Atoms In Molecule (QTAIM) a

plexes was

sis. Further

explored with the Quantum Theory

Energy decomposition analysis (EDA) was made to understand the strength of DHB Sections

interaction through the calculation of the Ei term in interaction energy. The results
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