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Introduction

 C4B2H6 and its derivatives have been subject of 
heoretical
studies, molecular and electronic structure calculations,
dipole moment, and ionization potential

 An interesting overview of activities of C4B2H6 could be 
pictured through its intermolecular interactions such as 
H-bonding, DHB-bonding and Li-bonding. The 
traditional idea that the hydrogen atoms involved in the 
HB should be electron-deficient has been overcome with 
those cases where both interacting atoms were hydrogen, 
one positively charged and another negatively charged, 
and this special kind of hydrogen bond has designated as 
dihydrogen bond.



Schematic representation of C4B2H6 
structure
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Applications of Carboranes



6

C4B2H6–LiH Complexes



The SEuncorr (uncorrected stabilization energies), BSSE,
DZPE, and SEcorr (corrected with BSSE and DZPE) in kcal mol-1

calculated at MP2/6-311++G(2d,2p)



Bond length (in A ° ) of C4B2H6–LiH complexes at MP2/6-311++(2d, 2p)



Unscaled vibrational frequencies (cm-
1) with corresponding intensities 

(values given in parenthesis, km mol-
1) for C4B2H6–HLi

complexes



Topological parameters for the 
fully optimized complexes


