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Nature of halogen bonding. A study based on the topological
analysis of the Laplacian of the electron charge density and an

energy decomposition analysis
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Conclusions

This work, carried out on a set of complexes within a wide
range of variation of binding energy (from 1.27 to 27.62 kcal/
mol), highlights the utility of the topological analysis of the
charge density and of the L(r) function, in conjunction with
energy decomposition analysis as a methodology to investi-
gate the nature of the halogen bonds. Based on the energy
decomposition analysis, we have found that the electrostatic
and the charge transference (in minor measure) components
have the most significant contributions to the total interaction
energy -in all ranges of strength- of the complexes analyzed
here and play a substantial role in determining the optimal
geometry of the complexes.

635 dais
keal / 27.62 45 1.27 31) Jlasl (85,51 ;e 31 @) 0078 ib 33 1o degase 3 degasa S g3y o &5 45 4l
Sy Olgie a3 85550 @iea b alaly jo Ln) afles 5 35l JBe 31 Sufalayst @ied 0,0l oud pladl (mol
Ob Jlasl 5 Solials i8I &5 038b 30 Lo o830 apzed bl o e LSS 1) Oalle Cusle e 8l Gis)
elodi 5 a35e0 Glo degama 31 Cyu3 Slo 0dsume dan 30 Jalss JS (85,00 30 |y paer 025 pan G5 oelide 52)

AiSe (G3b digp duwdis just b odd

LS

Canyd b JalS b doz s alie degs sy e dazy3 51 a3 5 Jols )
ole SIS lowisl e eandS51 dieass b olyas (Liolys JoB) )9

dwle SIS sl couds des,3 OVl (p Suds Gesiws Gy

4000 *

aiz e Ol i oKy 5



http://iranarze.ir/%D8%AC%D8%B3%D8%AA%D8%AC%D9%88/
http://iranarze.ir/halogen+bonding+topological+laplacian+electron+charge+density



