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Supplementary Note S1 
 
Using Google Scholar data, plots presented at Figure 1B are based on the number of citations per 
year of the following manuscripts for each software. 
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26(16), 1668-1688. 
 
• Pearlman, D. A., Case, D. A., Caldwell, J. W., Ross, W. S., Cheatham, T. E., DeBolt, S., ... & 
Kollman, P. (1995). AMBER, a package of computer programs for applying molecular 
mechanics, normal mode analysis, molecular dynamics and free energy calculations to simulate 
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GROMACS: 
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NAMD: 
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