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Algebraic-Chemical Investigation of the Correlation
“Structure-Properties” for Alkyl Halides within the Scope of
Quasi-ANB-Matrices Method

Thea Lobzhanidze*, Mikheil Gverdtsiteli*

* I. Javakhishvili Tbilisi State University

(Presented by Academy Member Sh. Samsonia)

ABSTRACT. The correlation equations “structure-boiling point” were constructed for alkyl halides within the
scope of quasi-ANB-matrices method. According to Japphe’s criterion, the correlations are satisfactory. © 2007 Bull.
Georg. Natl. Acad. Sci.
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A quasi-ANB-matrix (
~

ANB ) falls into the type of
modified contiguity matrices of molecular graphs [1-3].

~
ANB -matrices can be constructed on the basis of mo-

lecular models. Their diagonal elements are the sums of
the atomic numbers of the chemical elements contained
in the molecular structural fragments (such fragments are
considered to be quasi-atoms). Nondiagonal elements are

Table

Data on boiling point (Bp) for some alkyl halides

Alkyl  halide (R) bp (0C) Alkyl  halide (R) bp (0C) 

CH3F -78.4 CH3Cl -23.8 

C2H5F -37.7 C2H5Cl 13.1 

C3H7F -2.5 C3H7Cl 46.6 

C4H9F 32 C4H9Cl 28.4 

C5H11F 62 C5H11Cl 108.2 
    
CH3Br 3.6 CH3I 42.5 

C2H5Br 38.4 C2H5I 72 

C3H7Br 70.8 C3H7I 102 

C4H9Br 101 C4H9I 130 

C5H11Br 129.6 C5H11I 155 
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