bcn
BENZENE
.00
1.00 .00
.00 1.00
.00 .00
.00 .00
1.00 .00

.00
1.00

.00 1

.00

Hickel

nominal

.00
.00 .00
.00 1.00

.00

ORBITAL ENERGIES AND LCAO COEFFICIENTS

2.0000 1.0000 1.0000 -1

.4082
.4082
.4082
.4082
.4082
.4082

.1743
.5638
.3895
-.1743
-.5638
-.3895

-.5504
-.1242
.4262
.5504
.1242
-.4262

.4959
.5040
-.0082
.4959
.5040
.0082

BOND ORDER AND ELECTRON DENSITY

1.0000
.6667
0.0000
-.3333
0.0000
.6667

.6667
1.0000
.6667
0.0000
-.3333
0.0000

0.0000
.6667
1.0000
.6667
0.0000
-.3333

-.3333
0.0000
.6667
1.0000
.6667
0.0000

.2957
.2816
.5773
.2957
.2816
.5773

.0000
.3333
0.0000
.6667
.0000
.6667

XXX

.0000 -1.0000 -2.0000

.4082

-.4082

.4082

-.4082

.4082

-.4082

.6667

0.0000
-.3333
0.0000

.6667

1.0000

paraneterize

a b

Streitwieser
XXX

aN , anN:

ben,



PYRIDINE

XXX

XXX .00

.00 1.00 .00

.00 .00 1.00 .00

.00 .00 .00 1.00 .00
XXX .00 .00 .00 1.00

ORBITAL ENERGIES AND LCAO

2.

1074

.5207
.4185
.3613
.3428
.3613
.4185

1.1672

.5714
.1906
-.3489
-.5978
-.3489
.1906

1

0

0

.0000

.0000
.5000
.5000
.0000
.5000
.5000

.00

COEFFICIENTS

-.8410

.5459
-.3660
-.2381

.5663
-.2381
-.3660

BOND ORDER AND ELECTRON DENSITY

1.1952  .6537
.6537  .9230
-.0225 .669%
-.3261 .0591
-.0225 -.3306
.6537 -.0770
ANILINE
XXX
XXX .00
.00 1.00 .00
.00 .00 1.00
.00 .00 .00 1
.00 .00 .00
.00 1.00 .00

-.0225 -.3261
.6694  .0591
1.0045 .6649
.6649  .9499
.0045  .6649
-.3306 .0591
.00
.00 .00
.00 1.00 .00
.00 .00 1.00

.00

-1.0000

0.0000
-.5000
.5000
.0000
-.5000

.5000

o

-.0225
.3306
.0045
.6649
1.0045

.6694

ORBITAL ENERGIES AND LCAO COEFFICIENTS

2

.2295

.5597
.5104
.3451
.2590
.2323

.2590
.3451

1.6430

.6466

.1156
-.1637
-.3846
-.4681
-.3846
-.1637

1

0
0

o

.0000

.0000
.0000
.5000
.5000
.0000

-.5000

.5000

.7438

L4767
-.4506
-.3582

.1842

.4952

.1842
-.3582

BOND ORDER AND ELECTRON DENSITY

1.
.2912
.1670
.0319
.1268
.0319
.1670

9172

.2912
.9538
.6372
.0095
-.3174
.0095
.6372

.1670
.6372
.0484
.6727
.0412
.3273
.0484

-.0319
.0095
.6727
.9977
.6627

-.0023

-.3273

-1.0000

0.0000
0.0000
.5000
.5000
.0000
.5000
.5000

o

.1268
.3174
-.0412

.6627
1.0367

.6627
-.0412

-1

.9337

.3231
.3931
L4371
.4521
L4371
.3931

.6537
.0770
.3306
.0591
.6694
.9230

.0832

.1769
.5711
.2386
.3127
.5773
.3127
.2386

.0319
.0095
.3273
.0023
.6627
.9977
.6727

.0330

.1005
.4438
.4109
.3916
.3853
.3916
.4109

.1670
.6372
.0484
.3273
.0412
.6727
.0484



