
Supporting Information for:

Exploring the Nature of Interaction and Stability between Water-Soluble Arsenic Pollutants 

and Metal-Phosphorene Hybrids: A DFT Study

Daniela E. Ortega,† and Diego Cortés-Arriagada*,§

†Centro Integrativo de Biologı́a y Quı́mica Aplicada (CIBQA), Universidad Bernardo OHiggins, Santiago 

8370854, Chile.                                                                                                                                            

§ Programa Institucional de Fomento a la Investigación, Desarrollo e Innovación. Universidad Tecnológica 

Metropolitana. Ignacio Valdivieso, 2409, P.O. Box 8940577, San Joaquín, Santiago, Chile. *E-mail address: 

dcortes@utem.cl

S1. Density of State plots

Fig. S1. Partial density of states (DOS) plots of the MAPhos-As(III) systems. Blue, red and 

pink lines correspond to the states coming from the metal, phosphorene, and As(III), 

respectively. The vertical dotted line indicates the position of the HOMO level.



Fig. S2. Partial density of states (DOS) plots of the MSPhos-As(III) systems. Blue, red and 

pink lines correspond to the states coming from the metal, phosphorene, and As(III), 

respectively. The vertical dotted line indicates the position of the HOMO level.


