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Method : AFED

System : alanine dipeputide
Number of replica : 8

AFED Type : NVT

Collective variables (CV) :

e cvl:2@EA ¢ (2-7-8-9)
o cv2 2EHA Y (7-8-9-17)
Initial position of CVs :

® cvi1:-15400 degree

® cv2: 13365 degree
Initial velocity of CVs :

® cvl:01

e cv2:0.1

Number of CVs updates :
10000

Constrained MD

® Ensemble : NVT

time step : 0.5 fs
Potential : MM
Temperature : 300 K
Number of steps : 2000
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ideal (B1E®B) mean (Ef&B)
cvi 39.86 39.26
cv2 131.26 131.27
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