
equilibrated via another EM-annealing MD (NVT)-EM cycle.  Final calculations consisted of 
50 ps MD (NVT) at 300 K, followed by EM.

Dry DOM Molecule:

Bulk density = 1.36 g cm-3 (experimental range 1.2-1.4 g cm-3 (Diallo et al., 2001)).
Hildebrand solubility parameter = 19.2 J1/2 cm-3/2 (experimental estimates 20.5

(Diallo et al., 2001)).
Model IR spectrum comparable to experimental spectra:


