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%$%In the name of God
%% Input Data

$ Enter h , L(nl,n2,n3) , Z(zl,z2,z3) ,by integers : h>=1 , n>=0 & z

h=1,
nl=0, zl=0,
n2=0,; z2=0,

n3=0,; z3=0;,

M = zeros([4*(h-1)+6,4* (h-1)+6])

hil=0;,
e=0;
h

L=[nl,n2,n3]

X



Z=[z1,z2,z3]
if (abs(nl)+abs (n2)+abs (n3)+abs(zl)+abs(z2)+abs (z3)~=h-1)

Note='"h" must be one more than the sum of the branche
molecules.please enter truthfully !! '

break
end
if (nl1<0||n2<0||n3<0)|| (n1~=0&&z1~=0) || (n2~=0&&2z2~=0) | | (n3~=0&&2z3~=0)

HeyMan=" It is not true.It is Terrible !!!!!!1t1rrrrrrryy

Break

end

%% Task ONE

if (zl==0 && z2==0 && z3==0)
%% First branch nl~=0
for i=1:1:4*nl+2;
M((i,i+l1)=1;
M(i+l,i)=1;

end

i=1;
j=4*nl+2;
while (i<=2*nl-1) && (j>=2*nl+4)
M(i,j)=1;
M(j,1)=1;
i=i+2;
j=j-2;

end

aYA



%% Second branch n2~=0
for i=4*nl+3:1:4*(nl+n2)+4;
M(i, i+1)=1;
M((i+l,i)=1;
end
i=4*nl+3;
j=4*(nl+n2)+4;
while (i<=4%*nl+2%*n2+1) && (j>=4*nl+2*n2+6)
M(i,j)=1;
M(j,1i)=1;
i=i+2;
j=j-2;
end
%% Third branch n3~=0
for i=4*(nl+n2)+5:1:4*(nl1+n2+n3)+5;
M(i,i+1)=1;
M(i+1,i)=1;

end

i=4*(nl+n2)+5;
j=4*(nl+n2+n3)+6;
while (i<=4%*(nl+n2)+2+*n3+3) && (j>=4*(nl+n2)+2*n3+8)
M(i,j)=1;
M(j,1i)=1;
i=i+2;
j=j-2;
end
M(4*(nl+n2+n3)+6,1)=1;
M(1,4*(nl1+n2+n3)+6)=1;
a4



%Output
[E]=svd (M),
for i=1:1:4*(h-1)+6;,

e=e+E (i),

end
AdjacencyMatrix=i
AbslutEigenValues=E
PiElectronEnergy=e
TaskNumber='ONE'
break

end

%% Task TWO

if (nl==0 && n2==0 && n3==0) && ((z1>=0 && z2>=0 && z3>=0) || (z1<=0 &&
z2<=0 && z3<=0))

if (zl<=0 && z2<=0 && z3<=0)

zl=-z1;

hl=-z2;

z2=-2z3;

z3=hl;,
end

%% First branch
for i=1:1:4*z1+2;
M(i,i+l)=1;

M(@i+1,i)=1;

i=4,

j=4*z1+1;,

ay



%%

while (i<=2%*zl) && (j>=2*z1+5)
M(i,j)=1;
M(j,1)=1;
M(@i+1,j-3)=1;,
M(j-3,i+1)=1;
i=i+4;
j=j-4;
end
M(1,4%z1+2)=1;
M(4*z1+2,1)=1;
Second branch
for i=4*z1+3:1:4*(z1l+z2)+4;
M(i,i+1)=1;
M(i+l,i)=1;

end

i=4*z1+6;
j=4*(z1+z2)+3;
while (i<=4%*z1+2*z2+2) && (j>=4*zl1+2%*z2+7)
M(i,j)=1;
M(j,1i)=1;
M(i+1,3j-3)=1;
M(j-3,i+1)=1,
i=i+4;
j=3-4;
end
M(4%z1+3,4%* (z1+z2)+4)=1;

M(4*(z1+z2)+4,4*2z1+3)=1;,

A



%% Third branch
for i=4*(z1l+z2)+5:1:4*%(z1+z2+z3)+5;,
M(i, i+1)=1;
M((i+l,i)=1;

end

i=4*(z1+z2)+8;
j=4*(zl+z2+2z3)+5;
while (i<=4%*(zl+z2)+2%*z3+4) && (j>=4*(zl+z2)+2*z3+9)

M(i,j)=1;

M(j,1)=1;

M(@i+1,j-3)=1;,

M(§j-3,i+1)=1;,

i=i+4;

j=j-4;
end
M(4*(z1+z2+2z3)+6,4*(z1+z2)+5)=1;,
M(4*(z1+z2)+5,4* (z1+z2+z3)+6)=1,
M(4* (z1+z2+z3)+6,1)=1,

M(1,4%(z1+2z2+2z3)+6)=1,

%Output
[E]=svd (M) ;
for i=1:1:4*(h-1)+6;,
e=e+E (i),
end
AdjacencyMatrix=
AbsoluteEigenValues=E

PiElectronEnergy=e
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TaskNumber='TWO'
break
end
%% Task THREE
if (z1l==0 && n2~=0 && z3>0)|| (z1==0 && z2<0 && n3~=0) || (z1>0 && n2~=0
&& n3~=0) || (z1==0 && n2~=0 && z3<0)|| (z1==0 && z2>0 && n3~=0) || (z1<0
&& n2~=0 && n3~=0)
if (z1l==0 && z2<0 && n3~=0)
z3=-2z2;
n2=nl;
nl=n3;
end
if (z1>0 && n2~=0 && n3~=0)
z3=z1;,
nl=n2;
n2=n3;
end
if (zl==0 && n2~=0 && z3<0)
z3=-2z3;
hl=ni,
nl=n2;
n2=hl;
end
if (zl==0 && z2>0 && n3~=0)
z3=z2;
n2=n3;
end
if (z1<0 && n2~=0 && n3~=0);
z3=-z1;

nl=n3;

\00



end
%% First branch nl~=0
for i=1:1:4%*nl+2;
M(i, i+1)=1;
M(i+l,i)=1;

end

i=1;

j=4*nli+2;

while (i<=2*nl-1) && (j>=2*nl+4)
M(i,j)=1;
M(j,i)=1;
i=i+2;
j=j-2;

end

%% Second branch n2~=0

for i=4*nl+3:1:4*(nl+n2)+4;
M((i,i+l1)=1;
M(i+l,i)=1;

end

i=4*nl+3;

j=4*(nl+n2)+4;

while (i<=4#*nl+2%*n2+1) && (j>=4*nl+2*n2+6)
M(i,j)=1;
M(j,i)=1;
i=i+2;
j=j-2;

end

%% Third branch
14



for i=4*(nl+n2)+5:1:4*(nl+n2+z3)+5;,
M@i,i+l)=1;,
M@(i+l,i)=1;

end

i=4*(nl+n2)+8;
j=4*(nl+n2+z3)+5;
while (i<=4*(nl+n2)+2%*z3+4) && (j>=4*(nl+n2)+2*z3+8)
M(i,j)=1;
M(j,1i)=1;
M(i+1,3j-3)=1;
M(§j-3,i+1)=1;,
i=i+4;
j=j-4;
end
M(4* (nl+n2+z3)+6,4* (n1+n2)+5)=1;
M(4* (nl+n2)+5,4* (n1+n2+z3)+6)=1;
M(4* (nl+n2+z3)+6,1)=1,

M(1,4*(nl+n2+z3)+6)=1,

%Output
[E]=svd (M) ;
for i=1:1:4*(h-1)+6;,

e=e+E (i),

end
AdjacencyMatrix=M
AbslutEigenValues=E
PiElectronEnergy=e

TaskNumber='THREE'



break
end

%% Task FOUR

if (nl==0 && n2==0 && n3==0)&&((2z1>=0 && z2>0 && z3<0)|| (z1>0 && z2<0
&& z3>=0) || (z1>0 && z2<=0 && z3<0) || (z1<0 && z2>=0 && z3>0)|| (z1<0 &&
z2>0 && z3<=0) || (z1<=0 && z2<0 && z3>0))
if (z1>=0 && z2>0 && z3<0)
z3=-z3;
end
if (z1>0 && z2<0 && z3>=0)
hil=z3;
z3=-2z2;
z2=z1;
zl=hi;,
end
if (z1>0 && z2<=0 && z3<0)
z2=-2z2;
hl=z1,
zl=-z3;
z3=hl;,
end
if (z1<0 && z2>=0 && z3>0)
hl=-z1;
zl=z2;
z2=z3;
z3=hl,
end
if (z1<0 && z2>0 && z3<=0)

zl=-z1;,



hl=z2;

z2=-2z3;

z3=hl;,
end

if (zl<=0 && z2<0 && z3>0)

hil=-z1;

zl=-2z2;

z2=h1l;,
end

%% First branch
for i=1:1:4%*z1+2;
M(i,i+1)=1;
M((i+1,i)=1;

end

i=4;

Jj=4*z1+1;

while (i<=2%*zl) && (j>=2*z1+5)
M(i,j)=1;
M(j,i)=1;
M(i+1,3j-3)=1;
M(j-3,i+1)=1;
i=i+4;
Jj=i-4;

end

M(1,4%z1+2)=1;

M(4*z1+2,1)=1;

%% Second branch
for i=4*z1+3:1:4*(z1+z2)+4;
\-¥



M((i, i+l1)=1;
M(i+l,i)=1;
end
i=4*z1+6;
j=4*(z1+z2)+3;
while (i<=4%*z1+2*z2+2) && (j>=4*zl1+2%*z2+7)
M(i,j)=1;
M(j,1i)=1;
M(i+1,3j-3)=1;
M(j-3,i+1)=1;
i=i+4;
J=j-4;
end
M(4*z1+3,4* (z1+z2)+4)=1,
M((4*(z1+z2)+4,4*z1+3)=1,
%% Third branch
for i=4*(zl+z2)+5:1:4* (z1+z2+2z3)+5;
M((i,i+l1)=1;
M(i+l,i)=1;

end

i=4*(z1+z2)+6,
j=4*(z1l+z2+2z3)+3;
while (i<=4*(zl+z2)+2%*z3+2) && (j>=4%*(zl+z2)+2*z3+7)
M(i,j)=1;
M(j,1i)=1;
M(i+3,j-1)=1;
M(j-1,i+3)=1,
i=i+4;

AR\



j=ij-4;
end
M(4*(z1+z2+2z3)+6,4*(z1+z2)+5)=1;,
M(4*(z1+z2)+5,4* (z1+z2+z3) +6)=1;
M(4*(z1+z2+2z3)+6,1)=1;

M(1,4%(z1+z2+z3)+6)=1;

%Output
[E]=svd (M) ;
for i=1:1:4*%(h-1)+6,

e=e+E (i),

end
AdjacencyMatrix=M
AbsoluteEigenValiu=E
PiElectronEnergy=e
TaskNumber='FOUR'
break

end

%% Task FIVE

if (z1>0 && z2>=0 && n2==0 && n3~=0) || (z1>0 && n2~=0 && z3>=0 &&
n3==0) || (n1~=0 && z2>=0 && n2==0 && z3>0)|| (z1<0 && z2<=0 && n2==0 &&
n3~=0)|| (z1<0 && n2~=0 && z3<=0 && n3==0) || (n1~=0 && z2<=0 && n2==0 &&

z3<0)
if (z1>0 && n2~=0 && z3>=0)
n3=n2;
z2=z1;
z1=z3;
end

if (nl~=0 && z2>=0 && z3>0)



n3=nl;

zl=z2;

z2=2z3;
end

if (z1<0 && z2<=0 && n3~=0)

hl=-z1;,
zl=-2z2;
z2=hl;

end

if (z1<0 && n2~=0 && z3<=0)

zl=-z1;
n3=n2;
z2=-2z3;

end

if (nl~=0 && z2<=0 && z3<0)

z2=-2z2;
n3=nl;
zl=-z3;

end
%% First branch
for i=1:1:4*z1+2;
M(i,i+1)=1;

M(@i+1,i)=1;

i=4;
Jj=4*zl1+1;,
while (i<=2*zl) && (j>=2*z1+5)
M(i,j)=1;
M(j,1)=1;
V.V



3%

%%

M(i+1,3j-3)=1;
M(j-3,i+1)=1;
i=i+4;
j=i-4;
end
M(1,4%z1+2)=1;
M(4*z1+2,1)=1;
Second branch
for i=4*z1+3:1:4*(z1+z2)+4;
M((i,i+l1)=1;
M(i+l,i)=1;
End
i=4*z1+6;
j=4*(z1+z2)+3;
while (i<=4%*z1+2*z2+2) && (j>=4*zl1+2%*z2+7)
M(i, j)=1;
M(j,i)=1;
M((i+1,3j-3)=1;
M(j-3,i+1)=1;
i=i+4;
Jj=i-4;
end
M(4%z1+3,4* (z1+z2)+4)=1;
M(4%*(z1+z2)+4,4%z1+3)=1;
Third branch n3~=0
for i=4*(zl+z2)+5:1:4*(z1+z2+n3)+5;
M(i,i+l1)=1;
M((i+l,i)=1;

end



i=4*(z1+2z2)+5;
j=4*(zl+z2+n3) +6;
while (i<=4%*(zl+z2)+2*n3+3) && (j>=4*(zl+z2)+2*n3+8)
M(i,j)=1;
M(j,1i)=1;
i=i+2;
j=j-2;
end
M(4*(z1+z2+n3)+6,1)=1;

M(1,4*(z1+z2+n3)+6)=1;

%Output
[E]=svd (M) ;
for i=1:1:4*%(h-1)+6,

e=e+E (i),

end
AdjacencyMatrix=M
AbsoluteEigenValue=E
PiElectronEnergy=e
TaskNumber='FIVE'
break

end

%% Task SIX

if (z1>0 && z2<0 && n3~=0) || (z1<0 && n2~=0 && z3>0)|| (n1~=0 && z2>0 &&
z3<=0 && n3==0)

if (z1>0 && z2<0 && n3~=0)

z2=-2z2;



end
if (z1<0 && n2~=0 && z3>0)
n3=n2;
z2=-z1;
zl=z3;
end
if (nl~=0 && z2>0 && z3<=0)
n3=nl;
zl=z2;
z2=-2z3;
end
%% First branch
for i=1:1:4*z1+2;
M(i,i+l1)=1;
M(i+l,i)=1;

End

i=4;
Jj=4*z1+1;
while (i<=2%*zl) && (j>=2*z1+5)
M(i,j)=1;
M(j,1)=1;
M(i+1,3j-3)=1,
M(j-3,i+1)=1;,
i=i+4;
j=3-4;
end
M(1,4*z1+2)=1;
M(4*z1+2,1)=1;
-



%% Second branch
for i=4*z1+3:1:4*(z1+z2)+4;
M(i, i+1)=1;
M(i+l,i)=1;

end

i=4*z1+4;

j=4*(z1+z2)+1;

while (i<=4%*z1+2*z2) && (j>=4*z1+2*z2+5)
M(i,j)=1;
M(j,1i)=1;
M(i+3,j-1)=1;,
M(j-1,i+3)=1;
i=i+4;
Jj=i-4;

end

M(4*z1+3,4* (z1+z2)+4)=1,

M((4*(z1+z2)+4,4*%z1+3)=1,

%% Third branch n3~=0
for i=4*(zl+z2)+5:1:4*(z1+z2+n3)+5;
M(i,i+l1)=1;
M(i+l,i)=1;

end

i=4*(z1+z2)+5;

j=4*(z1l+z2+n3)+6;

while (i<=4%*(zl+z2)+2#*n3+3) && (j>=4*(zl+z2)+2*n3+8)
"



M(i,j)=1;
M(j,1i)=1;
i=i+2;
j=j-2;
end
M(4*(z1+z2+n3)+6,1)=1;

M(1,4%(z1+z2+n3)+6)=1;

%Output
[E]=svd (M) ;
for i=1:1:4*%(h-1)+6,

e=e+E (i),

end
AdjacencyMatrix=
AbsoluteEigenValue=E
PiElectronEnergy=e
TaskNumber='SIX'
break

end

%% Task SEVEN

%to apply counter clockwise algorithm forme, we let z1>0 that is
together

gwith n2~=0 & z1>0

if (z1>0 && n2~=0 && z3<0) || (z1<0 && z2>0 && n3~=0) || (n1~=0 && z2<0 &&
z3>=0 && n3==0)

if (z1>0 && n2~=0 && z3<0)
z3=-z3;

end

if (z1<0 && z2>0 && n3~=0)

zl=-z1;,

"y



n2=n3;
z3=z2;
end
if (nl~=0 && z2<0 && z3>=0)
n2=nl;
zl=z3;
z3=-2z2;
end
%% First branch
for i=1:1:4%*z1+2;
M((i,i+l1)=1;
M(i+l,i)=1;
End
i=4;
j=4*z1+1;
while (i<=2*zl) && (j>=2*z1+5)
M(i,j)=1;
M(j,1i)=1;
M(i+1,3j-3)=1;
M(j-3,i+1)=1,
i=i+4;
Jj=i-4;
end
M(1,4*z1+2)=1;
M(4*z1+2,1)=1;
%% Second branch n2~=0
for i=4%*z1+3:1:4*(z1+n2)+4;,
M(i,i+l1)=1;
M(i+l,i)=1;
"y



end

i=4*z1+3;

j=4*(zl+n2)+4;

while (i<=4%*zl+2%*n2+1) && (j>=4*zl1+2*n2+6)
M(i,j)=1;
M(j,1i)=1;
i=i+2;
j=j-2;

end

%% Third branch

for i=4*(z1l+n2)+5:1:4*(z1+n2+z3)+5;,
M(i,i+1)=1;
M((i+1,i)=1;

end

i=4*(z1+n2) +6;
j=4* (z1+n2+z3) +3;
while (i<=4%*(z1+n2)+2*z3+2) && (j>=4*(z1l+n2)+2*z3+7)
M(i, j)=1;
M(j,i)=1;
M(i+3,j-1)=1;,
M(j-1,i+3)=1;
i=i+4;
Jj=i-4;
end
M(4*(z1+n2)+5,4* (z1+n2+z3)+6)=1;
M(4%*(z1+n2+z3)+6,4*(z1+n2)+5)=1;
M(4*(z1+n2+z3)+6,1)=1;

M(1,4%(z1+n2+23)+6)=1;
"y



%Output
[E]=svd (M),
for i=1:1:4*(h-1)+6;,

e=e+E (i),

end
AdjacencyMatrix=i
AbsoluteEigenValue=E
PiElectronEnergy=e
TaskNumber='SEVEN'

end

o



1: 1nput:
h=2;
nl=1; z1=0;
n2=0; z2=0;
n3=0; z3=0;
output:

AbslutEigenValues =

2.3028, 2.3028,1.6180, 1.6180, 1.3028, 1.3028, 1.0000, 1.0000, 0.6180, 0.6180

PiElectronEnergy =
13.6832

TaskNumber =

ONE

>>

2:Input:

h=3;,

nl=1; z1=0;,
n2=0,; z2=0;
n3=1,; z3=0;

output:

h=3

L=1 0 1

\\lg



AdjacencyMatrix =
Columns 1 through 10
0100 01 0 0 0O

1 0 1.0 0 0 O O O O

0 0 0O0OO OO 0 O0O

10 0 000 0 0 10
Columns 11 through 14

0 0 0 1

0 0 0 O

Wy



AbslutEigenValues =

2.4348,2.4348,1.9506,1.9506,1.5163,1.5163,1.3058,1.3058, 1.1424,1.1424,
0.7691,0.7691, 0.6052, 0.6052

PiElectronEnergy =
19.4483

TaskNumber =

ONE

>>

3:Input:

h=3;

nl=0; zl1=1;
n2=0; z2=0;
n3=0; z3=1;,

output:

h=3

A



AdjacencyMatrix =
Columns 1 through 10
0100 01 0 0 0O

1 0 1.0 0 0 O O O O

0 0 0O0OO OO 0 OO

1 0 0 000 0 0 10
Columns 11 through 14

0 0 0 1

0 0 0 O

4



AbsoluteEigenValues =

2.4348,2.4348,1.9506,1.9506,1.5163,1.5163,1.3058,1.3058, 1.1424,1.1424,
0.7691,0.7691, 0.6052, 0.6052

PiElectronEnergy =

19.4483

TaskNumber =
TWO

>>

4:Input:
h=4,
nl=0;, zl=1;
n2=0; z2=0;

n3=0,; z3=-2;

Y.



output:
h=4
L=0 0 O
Z=1 0 -2

AdjacencyMatrix =
Columns 1 through 10
010 0 0 0 0 0 0 1

1 0 1.0 0 0 O O O O

0 0 000OO O O 0O
10 0 000 0 0 0O
Columns 11 through 18

0 0 00O 0 01
AR



AbsoluteEigenValiu =

2.4990, 2.4990, 2.1665, 2.1665,1.7008,1.7008, 1.5398, 1.5398 , 1.2858, 1.2858,
1.2164,1.2164,0.8753,0.8753,0.7923, 0.7923, 0.5201, 0.5201

PiElectronEnergy =

25.1922

WYy



TaskNumber =

FOUR

>>

5:Input:

h=4;

nl=0; zl=-1;
n2=0; z2=0;
n3=0,; z3=2;

output:

h =

L=0 0 O

Z=-1 0 2

AdjacencyMatrix =

Columns 1 through 10
010 0 0 0 0 0 O0 O
101 0 0 0 0 0 0 O

01 0 1 0 0 0 0 0 O

'Yy



0 0 00OO OO O0O0TUDO

1 0 0 000 OO 00O
Columns 11 through 18

0 00O OO 0 0 1

0 0 00O 0 0O

\Y¥



AbsoluteEigenValiu =

2.5070, 2.5070,2.1358,2.1358,1.7694,1.7694 , 1.4142, 14142 ,1.4142 ,1.4142,
1.1234,1.1234,1.0000, 1.0000, 0.6622, 0.6622,0.5676,0.5676

PiElectronEnergy =

25.1875
TaskNumber =

FOUR

>>

Yo
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Adjacency matrix
Alternate

Annelated L-mode
Annelated A-mode
Angular ring

Average vertex degree
Benzenoid system
Bipartite graph
Branched
Cata-condensed
Centeroid induced graph
Characteristic polynomial
Circuit

Co-spectral

Code

Complement
Component

Conjugated hydrocarbons
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Connected graph
Cycle

Double bounds
Double edges
Double hexagonal chain
Empty

Energy of graph
Fixed edge
angular polyhex chain
Helicene chain
Hexagonal chain
Hexagonal spider
Hexagonal system
Identifying
Incident edge
Induced cycle
Inner dual graph
Interior edge
Interior vertex
Isolated vertex
Isomorphic

Kekule structure
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Kekulean graph

Laplacian energy of graph

Laplacian matrix
Linear chain

Linear ring

tuple hexagonal chain

Monotonous function
Mutually resonant
Naphthalene

Path

Perfect matching
Peri-condensed
Plane graph
Reflexive relation
Regular graph
Resonant
Resonant theory
Ring

Sextet polynomial
Spectrum

Sub chain

Sub graph
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Annelated L-mode
Annelated A-mode
Energy of graph
Laplacian energy of graph
Isomorphic

Monotonous function
Identifying

Resonant theory

Perfect matching

Kekule structure

Sextet polynomial
Characteristic polynomial
Ring

Linear ring

Angular ring
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Topological properties

Vertex degree
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Mutually resonant
Cycle

Induced cycle

[solated vertex

Interior vertex
Resonant

Reflexive relation
Helicene chain

Linear chain

zigzag chain

Hexagonal chain
M-tuple hexagonal chain
Double hexagonal chain
Fully angular polyhex chain
Sub chain

Sub graph

Benzenoid system
Peri-condensed
Hexagonal system
Cata-condensed
Branched

Hexagonal spider
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Spectrum

Code

Double bounds
Centeroid induced graph
Bipartite graph
Inner dual graph
Plane graph
Regular graph
Connected graph
Kekulean graph
Laplacian matrix
Symmetric matrix
Adjacency matrix
Complement
Alternate

Circuit

Path

Component
Average vertex degree
Naphthalene
Co-spectral
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Abstract

One of the special applications of graph theory in chemistry is energy of graph. Since the
energy of a graph is the same as total 7 -electron energy of benzenoid structures,
Therefore in this thesis has been tried to investigate the energy of these structures. For
this purpose, we will define energy of graph and introduce it for benzenoid structures. But
because of diversity of these systems, examination of all kinds of them is a complicated,
but in this work it has been tried to investigate of each sample. These structures are
divided to two clusters of c.c and p.c. So, from the first cluster we will investigate two
kinds of branched and unbranch and we will represent a sequential relationship for each
kind of them. From the second cluster, we will introduce only double hexagonal chains as a
p.c system and as a generalization from section four; we will represent a sequential
relationship for these systems. At the end, by regarding to the relationship of energy of
graph, and since it is needed to calculation of eigenvalues and these calculations are very
complicated and difficult for large graphs. In this collection it has been tried to reduce
calculations as possible. For this case we will represent optimal methods for caculations of

these values.

Key words: 7 -electron energy - benzenoid structures - double hexagonal chains- spider

hexagonal systems.
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