Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Progress towards water-soluble triazole-based

selective MMP-2 inhibitors

Benjamin Fabre," Kamila Filipiak,"" Jose Maria Zapico," Natalia Diaz, Rodrigo J.
Carbajo,d Anne K. Schott,d M. Paz Martinez-Alcdzar, ¢ Dimas Sudrez,© Antonio Pineda-

d .
Lucena,” Ana Ramos,* Beatriz de Pascual-Teresa™*

"Departamento de Quimica, Facultad de Farmacia, Universidad CEU San Pablo,
Urbanizacion Monteprincipe, 28668 Madrid, Spain.
®Department of Molecular Biology, Faculty of Mathematics and Natural Sciences, The
John Paul II Catholic University of Lublin, 20-718, Lublin, Poland
‘Departamento de Quimica Fisica y Analitica, Universidad de Oviedo, C/ Julian
Claveria, 8. 33006 Oviedo, Asturias, Spain
IStructural Biology Laboratory, Medicinal Chemistry Department, Centro de
Investigacion Principe Felipe, C/ Eduardo Primo Ytufera 3, 46012 Valencia, Spain

SUPPORTING INFORMATION

Table of Content

Time evolution of the MMP-2 backbone atoms RMSD of the MD trajectory.......S2

"H and C NMR spectra of Te-i and 13a-j..........ccoooooiiiiiiiiiiiiiiiee i, S2

S1



Electronic Supplementary Material (ESI) for Organic & Biomolecular Chemistry
This journal is © The Royal Society of Chemistry 2013

Time evolution of the MMP-2 backbone atoms RMSD of the MD trajectory
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Figure S1. Time evolution of the Root-Mean-Square Deviation (RMSD, in A) for the
protein backbone atoms (except the N-term coil) of the MD trajectory.

'H and ®C NMR spectra of le-i and 13a-j
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