
https://indianjournals.com/ijor.aspx?target=ijor:aar1&volume=13&issue=1&article=003
[bookmark: _GoBack]
[image: ]
image1.png
L L B e ————————————————

<

c

& indianjournals.com/ijor.aspxtarget=ijor:aarl &volume=138&issue=1&article=003 G e % 0O
g - (103118210475
;\n]hmﬂ S Users online: 2329 1 [ [j)

Aboutus MyProfile Registration Products Article Submission Usage Statistics  Price List 2023 ContactUs  Tutorial Login/Register

e —

Advances in Applied Research
Year : 2021, Volume © 13, Issue ° 1

First page : ( 13) Last page * (17)

Print ISSN © 0974-3839. Online ISSN © 2349-2104.
Aticle DOI - 10 5958/2349-2104 202100003 6

Impact of electronegativity on the dihydrogen bond formation in MH...NH complexes
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First principle calculation on the Dinydrogen Bond (DHE) formation in M-H® H¥*-N (where M = Li, Na, K, Mg, Zn and Sc) complexes were carried out to study the
influence of the electronegativity on the DHB properties. Stabilty and electronic properties of ifydrogen bonds (H* H®) that exist between the protic hydrogen, H3* in
NH; and hyaridic hydrogen, HE- of MH in MH, NH, complexes (where M = Li, Na, K, Mg, Zn and SC; and n = No. of valence electrons) using second order Moller-
Plesset perturbation theory (MP2) was explored. The effect of metal's electronegativity in varying the nature of the DHE was revealed through quantum theory of atoms

in molecule (QTAIM) analysis with the identification of non-covalent interactions. The calculated values of Bader charge analysis correlated well with the topological
results. The present study provided clear evidence on the dependence of the DHB properties on the metal electronegativity values in M-H* H*-N interactions





