Vi

TABLE OF CONTENTS

Page #
...................................................................... |
.................................................................... 1
L S LR 1
..................................................................... \Y
BREIIEIIES . .........ccovveennrerereresaonessornsssssnssnnesnnn s, A%
able of contents ............cocueeveiiiiiiniineneneeeoee Vi
................................................................... VI
accomplishments....................ooooii . cereritieenn, IX
Chapter one : GENERAL BACKGROUND
‘. T O R S A U AR R 2
Whatis a graph ..........cooooiiiiiiiiiii 3
Dcﬁ;aitions of graph ................................................. 4
Examples of graphs ..............oooooovmmniii 10
Operations on graphs .............ooovvvvierimnniii 15

Early history of interplay between Graph Theory and

BHEMISITY -..ooviiiinieeccniennieeeeeieneeessennes o ses e s sesns 18
'Chapter two: MATRIX REPRESENTATION OF
MOLECULAR GRAPHS

BEEOHUCHION.............cooiueerneenieniecnasireesnesosons s sssnssns 21
-1 Adjacency matrix ..o 21



Page #

2-2 Incidence matrix.....

27

2-3 Relation between adjacency matrix and incidence matrix..28

2-4  Distance matrix...

i R o

2-5 Huckelm

2-6 I*Iigc;nvnlucs and cigenvectors related to
physico-chemical Properties of a molecule................
2-7  Evaluation of the cigenvalues and
cigenvectors of special matrix

TEIEIISNI NN ENIIRCSIEIRTIIREILERELRRSBEIERRSETS

Chapter three : ISOMER ENUMERATION

3-0 Introduction

srrernven $PRPSANNNIssIEsINPENTIILILIIOIIORISIIREIERREIOIRRATSTY

3-1 Polya enumeration theorem

M A I A

Chapter four : TOPOLOGICAL INDICES
4-0 lnlrmlucli(m.......................................................

4-1 Wiener index......

AR A Y N Y R R R

4-2  Connectivity index (Randic index)

4-3  Algebraic connection between topological indices.........

4-4  New topological index

AR AR AR R R A R N N N W I N I A

BIBLIOGRAPNY

Srsavaney eI NLIIINILINIINIOIIINIOILINOIBILIIIETROIELRERTES

29

52

46

S1

64

66

79

80

86

92

94

98



	toc 1
	toc 2

