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Introduction

Mini-proteins play an important role in the study of protein folding. The well-defined 

3D structure and two-state folding along with their small size qualify mini-proteins 

as ideal to be studied using molecular dynamics simulations. In this study we 

simulate the folding of CLN025, a synthetic molecule with the sequence 

YYDPETGTWY that forms a beta hairpin as determined by X-ray crystallography 

and NMR analyses[1]. With this work we aim to examine the agreement between the 

available experimentally produced structures and the molecular dynamics structures 

and to validate the force fields used in the simulations through this comparison.
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Molecular dynamics simulations were performed with the parallel molecular 

dynamics code, NAMD[2] and the use of three force fields of the Amber family: 

ff99sb-ildn, ff99sb-ildn-nmr, ff99sb*-ildn.

Figure 1: Amber ff99db*-ildn: Diagram presenting the similarity between the simulation and the 

experimental structure (q) in a temperature range of 280K to 530K (T). Characteristic structures 

are shown.
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