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Geometrical Parameters

Figure S1. General diagram of the studied compounds that contain different substituents
groups on the aromatic ring. In grey C atoms, in blue N atoms, in red O atom, in blue H
atoms.



Table S1. Selected bond distances (A) and angles (°) of the molecular structures of
complexes (1)-(18). The numeration of the atoms is shown in Figure S1. Also the C-R
distance corresponds to the distance between the substituted aromatic carbon in the phenyl
ring in the corresponding position (ortho, meta or para).

C-R C6-N2 N2-N1 N1-C1 dihedral  0O3-N4

1) 1.47 1.42 1.26 1.39 0 1.42
(2) 1.37 1.41 1.27 1.39 0 1.42
(3) 1.42 1.42 1.27 1.39 0 1.42
(4) 1.36 1.41 1.27 1.39 0 1.42
(5) 1.09 1.42 1.26 1.39 0 1.42
(6) 1.76 1.42 1.27 1.39 0 1.42
(7) 1.90 1.42 1.27 1.39 0 1.42
(8) 1.49 1.42 1.27 1.39 0 1.42
(9) 1.49 1.42 1.27 1.39 0 1.42
(10) 1.50 1.42 1.27 1.39 0 1.42
(11) 143 1.42 1.27 1.38 0 1.42
(12) 1.47 1.42 1.27 1.38 0 1.42
(13) 1.52 1.42 1.27 1.39 0 1.42
(14) 1.76 1.42 1.26 1.39 0 1.42
(15) 1.36 1.41 1.27 1.39 0 1.42
(16) 1.75 1.41 1.27 1.39 0 1.42
17) 1.49 1.42 1.26 1.39 160 1.42
(18) 1.48 1.41 1.27 1.38 155 1.43
Molecular Orbitals

The occupied frontier molecular orbitals more stables are showed by the compounds 11 and
18 and the less stables are showed by 1 and 4. The gap HL values are between 3.32 and
391eV.



Figure S2. Molecular orbital diagrams for the selected frontier MOs of (1)—(18) complexes
and orbital energies and HOMO-LUMO gap. Values in (eV).
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Table S2. Calculated and experimental IR of selected active frequencies (cm™') for
Compounds 1-18
1
experimental n(N=N) or n(C=N) 1600s n(C=C) 156lm 1517m
theoretical 1619 1545 1540
2
experimental n(N=N) or n(C=N) 1617s n(C=C) 1586s and  1508m
theoretical 1619 1545 1540
3
experimental n(N=N) or n(C=N) 1610s n(C=C) 1589m and 1497m
theoretical 1654 1615 1541
4
experimental n(N=N) or n(C=N) 160ls n(C=C) 1579s 1497s
theoretical 1624 1546 1509
5
experimental n(N=N) or n(C=N) 1611f n(C=C) 1592m and 1504w
theoretical 1631 1620 1542
6
experimental n(N=N) or n(C=N) 1612s n(C=C) 1590m 1576w
theoretical 1624 1541 1527
7
experimental n(N=N) or n(C=N) 1605s n(C=C) 1584m and 1569m
theoretical 1624 1611
8
experimental n(C=C) 1597s 158Im 1505w
theoretical 1612 1542 1538
9
experimental n(N=N) or n(C=N) 1611w n(C=C) 1598s
theoretical 1623 1613
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TDDFT

All the electronic transitions that contribute to Amax are from HOMO-1 to LUMO. In the
compounds 17 and 18 this peak also show a mainly contribution of the transition HOMO-
LUMO and the biggest /" than the f* values of the other systems.

Table S3. Experimental (exp) and calculated (calc.) wavelength (nm), Energy (eV),
Oscillator Strength f, Active MOs and their contributions for the vertical excitations from
TDDFT for the Amax.
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