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0 1 Potential energy minimization with 500K.

0 1 Potential energy minimization with various temperatures.

Temperature | Method | Energy CPU time
(K) (kcal/mol)  (sec)

500 MCMC | 653.85 2.0E5

500 SCMS 631.12 1.7E5
1000 MCMC | 648.51 2.0E5
1000 SCMS 625.84 2.0E5
2000 MCMC | 683.43 2.0E5
2000 SCMS 642.70 2.0E5
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