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DMAPA C=c—H
N,N-
DMABN
12 11 DMAPA FC
CASSCF DMAPA
So S,(LE) S,(ICT)
Bond distances (in )
R(C® -CPF) 1.216 1.220 1.245
R(C-C%) 1.447 1.428 1.401
MRMP2 R(C-C?) 1402 1438  1.450
R(C%C?) 1.395  1.435 1.384
DZP R(C3-C% 1.411 1.440 1.443
R(N-C) 1.406 1.390 1.380
Bond angles ( in degree)
DMAPA _ a (<Coch HB_) 179.6 179.8 152.3
Dihedral angle (in degree)
So Cs <CNC4C3 215 -18.6 2.9
Wagging angle (in degree) b)
w 34.2 28.1 3.1
C*=CP a) The geometry has C, symmetry.

b) The wagging angle of DMAPA is calculated by the
inner product between r(C*-N) and the bisector
vector of < C2NCP.



c'-c¢ Cc-C

co=CF wagging
angle w=34.2° 2
S, S, - * LE HOMO-LUMO
ICT ICT
FC S, S, S,
S,
wagging angle w LE So
ICT
DMAPA S,
Excitation energy (eV) ® Dipole moment (Debye) main CSFs
So(A) 0.0 2.212 0.912(closed shell)
S,(A”) 4.714(3.890) 2.186 0.670(1-2") +0.504(2-1")
S,(A) 6.173(4.638) 10.165 0.914(1-1))

a) The values in the parentheses are by MRMP2.

b) The CSFs of which absolute values of CASSCF coefficients are greater than 0.3 are
listed. The six occupied Tt -orbitals and the lowest five unoccupied Tt *-0ones in the
order of energy are designated by 6,5,4,3,2,1(HOMO),1'(LUMO),2’,3' 4,5, respectively.
1-1' in the parenthesis, for instance, indicates the CSF of single excitation from orbital 1

tol'.
S, S S,/S;-CIX P
90° RN
S, FC
FC S,/S;-CIX
S,/S;-CIX S,
DMAPA

HOMO LUMO
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