
280.0 K280.0 K 300.0 K300.0 K 320.0 K320.0 K
Temperature [K]

380

400

420

440

460

n H
B

LAMMPS-flex
LAMMPS-fixOH

MCCCS-MN-flex
MCCCS-MN-fix

0.9 1.0 1.1

O-H Bond length [Å]
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