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TECIUDER/EDHEERY

¢ [1] ¢ [2] ¢ [3] ¢ [4]

x[1] +0.3717 +0.6015 -0.6015 +0.3717

x[2] +0.6015 +0.3717 +0.3717 -0.6015

x[3] +0.6015 -0.3717 +0.3717 +0.6015

x[4] +0.3717 -0.6015 -0.6015 -0.3717
HOMO LUMO

Z 2clﬂc2 =2¢,,Cy +2C1,Cy
u=1 p=la=lb=2  p=2.a=1b=2

=2x0.3717x0.6015+2x0.6015x0.3717
=0.8943

Po3 = Z ZCZyCSy =200y + 256
u=1 u=1.a=2,b=3 p=2.a=2,b=3

=2x0.6015%0.6015+2x0.3717 x (- 0.3717) W?/
0.894

=0.4473
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@ [1] ¢ [2] ¢ [3] ¢ [4] HOMO
x[1] +0.3717 +0.6015 -0.6015 +0.3717 Zn
x[2] +0.6015 +0.3717 +0.3717 -0.6015 uCap
x[3] +0.6015 -0.3717 +0.3717 +0.6015

x[4] +0.3717 -0.6015 -0.6015 -0.3717

:ichzﬂ =2c) +2¢, 95 :;2632;1 =25, +2¢5
=1 =
= ;x (0.3717% +0.6015?) = 2x{0.6015° +(-0.3717°)
=1.0000 =1.0000
9> :ZZ;ZCZZ :20221+2C222 q, :Zzlzcjy = 2651"'2022
p= -
- 2x(0.6015% +0.3717?) - ;><(o.37172 +0.6015)

=1.0000 =1.0000
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23

Electron Population on atom nE&F&EE
atom Population Bita vy )Lk
1 1.00000 ETEH A5
2 1.00000
3 1.00000
4 1.00000

EERB nEFNEDEEEREILLENEZERT /ATA—4
Bond-Order Matrix

(2-1 0.89443] 3-1 0.00000 [3-2 0.44721
4-1 -0.44721\ 4-2 0.00000 /{4-3 0.89443
1.000
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(1) MiRD2EHEACL-C2(C3-CA)IEnfE B REA 1LY
WAL (0.894), TFL&KYFELIELGHTLVS(1.3494).

(2)hRDOEFEEC2-CINDIEE REIIOLY KEHST
(0.447), ZE#HEAMHZEHF U TELGE->TULVS(1.467A).
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