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REAL LIQUIDS MODEL LIQUIDSMAKE MODELS

PERFORM
EXPERIMENTS

PERFORM
SIMULATIONS

APPROXIMATE
THEORIES

ASSUMPTIONS

SOLVE

EXPERIMENTAL
DATA

EXACT
PREDICTIONS

THEORETICAL
PREDICTIONSCOMPARE COMPARE

TEST OF
MODELS

TEST OF
THEORY

Adapted from M.P. Allen and D.J. TildesleyComputer Simulation of Liquids, Oxford, 1987.

EXPENSE AND TIME
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Quantum MD simulation of K.T. Thomson & 
R. Wentzcovitch, J. Chem. Phys. 1998108:8584. 
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M. F. Horstemeyer , M. I. Baskes and D. J. PlimptonActa Mater. 200049:4363

15


��������
�	�����	��
,���
�

� 7�������	�����	�����
%����
���)�.���������'

� *���������	����������
���
	����������7.

� <��
��������������
�#�������

� ����	

��	
����������

http://www.ks.uiuc.edu/Gallery/Movies/aquaporins/chemanim1.mpg
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