PDB files for each of the NMR structures were used as starting points for independent molecular dynamics simulations using AMBER. Chloride ions were added to achieve neutrality, and the system was solvated using pre-equilibrated boxes of TIP3P water. The final solvated system was approximately cubic with the condition that none of atoms in the peptide/glycopeptide molecules be less than 10 angstroms from the periodic boundary. The peptide portions of the molecule were modeled using the ff12SB force field, the ions were modeled using the ions08 parameters, and the monosaccharides were modeled using GLYCAM_06h-1 with GLYCAM_06h-12SB amino acid atom types. An initial 10,000 step steepest-descent minimization was carried out, followed by gentle heating in 20,000 steps (40 ps) from 5 to 300 K at 1 atm. In equilibration (2 ns) and production phases (100 ns), the temperature was maintained at 300 K using Langevin dynamics. Production coordinates were saved every 5000 steps (10 ps)
