Issues

# Project Tracker Status Priority Subject Assignee Updated Target
version

2774 GROMACS Feature New Normal Refactor shell code into its own integrator David van der Spoel 03/29/2019 05:20 PM 2020
2866 GROMACS Feature New Normal Alternative non-bonded potentials David van der Spoel 03/05/2019 03:50 PM future
1354 GROMACS Bug New Normal Constant acceleration NEMD is broken. David van der Spoel 01/09/2019 04:42 PM

2034 GROMACS Feature New Normal Unit tests for bonded forces David van der Spoel 01/02/2019 11:45 PM future
1323 GROMACS Task New Normal determine future of existing tools for David van der Spoel 12/04/2018 11:53 AM

2667 GROMACS Feature New Normal Suggested steps for calculating entropy in solution and binding David van der Spoel 10/30/2018 02:06 PM 2020
2545 GROMACS Feature New Normal Should grompp fix periodicity of input files? David van der Spoel 10/03/2018 11:32 PM future
2544 GROMACS Bug New Normal gmx rmsf does not fix periodicity in reference structure David van der Spoel 08/21/2018 10:36 AM future
1667 GROMACS Bug New Normal gmx convert-tpr writes wrong number of mol in output tpr David van der Spoel 06/27/2016 08:29 PM

1235 GROMACS Bug New Normal peptide dihedral angle definitions violate IUPAC David van der Spoel 06/19/2015 12:24 AM future
1422 GROMACS Feature New Normal CSH angle incorrect with GROMOS force field and virtual sites David van der Spoel 06/12/2014 12:01 AM

2052 GROMACS Bug New Low triconv does not recognize periodic molecules David van der Spoel 01/12/2018 11:05 AM

1166 GROMACS Bug New Low g_order is incorrect for unsaturated carbons David van der Spoel 06/18/2017 04:40 PM future
1498 GROMACS Feature New Low g_dipoles does not work properly with ionic systems David van der Spoel 07/11/2016 08:11 PM

1377 GROMACS Feature Feedback Low Replica exchange if replicas not in ascendent T David van der Spoel 06/23/2016 03:48 PM

wanted
1167 GROMACS Feature New Low triconv -center would be more intuitive if it centered the center of mass, not | David van der Spoel 06/23/2014 04:13 AM future
the midpoint between minimum and maximum values
1481 GROMACS Bug New Low g_chi output file chi.log reports atomic definitions for phi and psi that do David van der Spoel 06/12/2014 01:37 PM
not correspond to the angles output in the .xvg files
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