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AND LCAO CCEFFI Cl ENTS

2.0000 1.0000 1.0000 -1.0000 -1.0000 -2.0000
. 4082 . 5000 . 2887 .5000 -.2887 -.4082
. 4082 .5000 -.2887 -.5000 -.2887 . 4082
. 4082 .0000 -.5774 -.0000 .5774 -.4082
.4082 -.5000 -.2887 . 5000 -.2887 . 4082
.4082 -.5000 .2887 -.5000 -.2887 -.4082
.4082 -.0000 . 5774 . 0000 . 5774 . 4082
E
A imaginar
k : wave number cginary
k=2m/A
& =
red
a - 23—
_—%E$ = j=+3
A=2a
k =1a
a-B -
— j=+2 —> j=-2
— A=3a A=3a
a k =2173a k =-2173a
—
a +pB——
e I
ﬁ_f% = O = k=-m3a
= Trsa @ (©
o+ 21
€ (5
——*EE% 4 —=



