Electronic Supplementary Information for

Effects of changing substituents on the NLO properties of two coumarin

derivatives
Basilio Baseia®"”, Francisco A. P. Osério™¢, Larissa Ferreira Lima$ and Clodoaldo Valverdet$”

4 Instituto de Fisica, Universidade Federal de Goias, 74.690-900, Goidnia, GO, Brazil

§ Universidade Paulista, 74845-090, Goiania, GO, Brazil.

1 Campus de Ciéncias Exatas e Tecnolodgicas, Universidade Estadual de Goias, 75001-970, Anapolis, GO, Brazil.

¢ Escola de Ciéncias Exatas e da Computagdo, Pontificia Universidade Catdlica de Goids, 74605-10, Goidnia, GO, Brazil.
F Departamento de Fisica, Universidade Federal da Paraiba, 58.051-970, Jodo Pessoa, PB, Brazil.

* Corresponding author: B. Baseia (basiliobaseia@yahoo.com.br) and C. Valverde (valverde@ueg.br)

Contents Page

Table ESI 1: MP2/6-311+G(d) results for the HOMO-LUMO for the compounds L.........cccoceoerivrenineinneenniecneeenns 1
Table ESI 2: MP2/6-3u+G(d) results for the HOMO-LUMO for the compounds I...........cccceeirirnninineeiininnnens 1
Table ESI 3: The HOMO-LUMO frontiers orbitals for the coumarins compounds I and II in three different

SOIVEIIE INEAIA. 1eicvviiieiiiiie ettt ettt et e e et eeete e eteeetveeebeeeebeeebeeeaseestee e teeebessseesaseeate sbeeenteeeseeeaseesaseenteeenteeereeies 2

Table ESI 1: MP2/6-311+G(d) results for the HOMO-LUMO for the compounds I.

CH3 HOMO LUMO
eV eV

Acetone -7.70 -1.57

Chloroform -7.62 -1.56

Dichloromethane -7.67 -1.56
DiMethylSulfoxide -7.71 -1.57

Ethanol -7.70 -1.57
Gas-Phase -7.43 -1.58
Methanol -7.71 -1.57
Water -7.72 -1.57

Table ESI 2: MP2/6-31u+G(d) results for the HOMO-LUMO for the compounds I.

OCH3 HOMO LUMO
eV eV




Acetone -7.69 -1.57
Chloroform -7.60 -1.56
Dichloromethane -7.65 -1.57
DiMethylSulfoxide -7.70 -1.57

Ethanol -7.69 -1.57
Gas-Phase -7.38 -1.57
Methanol -7.70 -1.57
Water -7.71 -1.57

Table ESI 3: The HOMO-LUMO frontiers orbitals for the coumarins compounds I and Il in three different
solvent media.
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