[image: bb-hintergrund]




Page 1/1

In equation (12), the second term (sum over ”angles”) should have the part in parentheses raised to the power of two; (...)^2, just like in the first term (sum over ”bonds”).

The reason for eq. 12 to be fixed even this late is that it describes the force field used in our atomistic MD simulations. As this is a computational work that builds on those simulations, the choice of the force field directly affects the results and conclusions, and is thus very important.
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