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1 Software improvements

1.1 LJ intra 1-2 and 1-3 energies taken into account in the branch reservoirs

When dealing with branches, the LJ intra 1-2 and 1-3 energies (if any) where taken into
account at a very late stage of the regrowth procedure.

They are now taken into account since the beginning, when creating the branch reservoirs.

2 Compatibility issues

2.1 Changes to the final.res files

The final.res files, written at the end of each run, have been changed to have a more
consistent structure.

For each energy term (for instance the electrostatic grid energy), there are three variants:

• The summed variant. This is the total box energy. It is updated at each step, taking
only into account what has been moved.

• The summation variant. For most energy terms, the energy is computed as an array of
molecules energies. The summation energy is the total sum of all these energies. It is
updated at each step, taking only into account what has been moved.

• The recomputed variant. At the end of the run, the total energy of the box is recomputed
from scratch.

These three variants should give identical results, up to rounding errors.

These three variants were already present in the previous for of the final.res files, but now
they have been grouped: for each energy term the three variants are listed one after the other,
in order to make checkings easier.

Caution: This change may affect post-processing programs based on the stucture of the
final.res files.

3 Bug fixes

3.1 Under-sampling of the bond energies in full regrowth moves

In full regrowth moves (displacements, insertions, transfers) of flexible molecules with a flex-
ible first bond, the energy of the first bond was under-sampled.

The impact of this problem is in general low, except if the first bond, while being flexible,
has very tight energy constants (i.e. is nearly rigid).

This bug is fixed now.
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