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Abstract: In the food field, a large number of phenomena and
problems that are difficult to be macroscopically explained by
traditional experimental methods occur during the process of
research and development in upstream laboratories to production
in downstream factories, Molecular simulation techniques are not
only efficient and cost-effective, but also an important tool for
connecting micro and macro scales, because molecular models can
be used to study molecular behaviors at the atomic level, and
thus predict and explain experimental results. This review
summarized the commonly used software and databases for
molecular  simulation  techniques, and introduced their
applications in recent years in the fields of food safety, food
processing and storage, and screening of food functional factors

and their mechanisms.
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downloads/
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Table 2 Commonly used databases for molecular simulation technology
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Commonly used software for molecular dynamics
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GROMACS  http://www.gromacs.org/
AMBER http://ambermd.org/
ORISR 2 2k
CHARMM http://www.charmm.org/
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NAMD http: // www. ks. uiue. edu /
Research / namd /
Discovery http: / www. 3dsbiovia. com/
Studio products/ collaborative-science /
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Materials https: / www. 3dsbiovia. com/
Studio products/ collaborative-science /
biovia-materials-studio/
OPEP http: //www-lbt.ibpe.fr/
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