0 2000 4000 6000 8000 10000 12000 14000 16000 18000

-420

-410

-400

-390

-380

-370

-360

-350

-340

Methods at DT = 6.25

Time (fs)

Energy (kcal/mol)

Impulse D = 1700%

MOLLY variant D = 290%

MOLLY D = 8%