WinMMB crash course

The WinMMB is a very thin and dumb GUI to control MMB. WinMMB can start MMB with the given command
file and monitor its progress.

Example of WinMMB window with a running simulation:

o JRT=ET
MMB runtme path | C:\Users\nderling\Desktop MMB HMB_rt [ Browse... |
MMB commands fle [ 2:\1A22\emds. bt ] [ Browse... |
MMB working directory | Z\A22 ‘ [ Browse. |
MVB output

INFO: C: ConstrainedD Sw—— -
INFO: C: ‘ConstrainedD: tor.size() =0

INFO: C: ‘ConstrainedD Did you intend to Lse: Chedking size of h ta

INFO: C: ConstrainedD: About to work on DuMM now has indluded : 6065 atoms

INFO: C: ConsirainedD:

INFO: C: ConstrainedD raints:720:

INFO: C: ‘ConstrainedD traints:732: About to add all residues within the specfied radius of of the residues specifiedin_parameterReader-includeAlResid.
INFO: C: ConstrainedD: traints: 735 -0

INFO: C: | i fassC 3432: tor size is now : 0

INFO: C: ! lassce 70: tor.size() =0

INFO: C: I lassC 0: neiohborVector now has 0 elements.

INFO: C: | JassC 3435: tor size is now : 0

INFO: C: | i JassC i 3497: size i now : 0

INFO: Ct :ConstrainedD straints:740: Just finished adding al residues within the specified radius of of the residues spedfied in _parameterReader- >includeAl
INFO: C: :ConstrainedD traints:741:

INFO: C: ConstrainedD: traints: 755 tor size() = 0

INFO: C: ConstrainedD traints:759: You have Coulomb andfor Vel forces : 0 and some sort of PhysicsWhereYoulWantlt : 0

INFO: C: :CanstrainedD raints:77.1: This s fine!

INFO: C: :ConstrainedD iraints: 780: About to read water droplet atoms, physicsithereYouWantit up to now has induded : 6065 atoms.

INFO: C: ConstrainedD: traints: 783: syster

INFO: C: ConstrainedD traints:787: About to read monoAtoms, physicsWhereYoulWantlt up to now has induded : 6065 atoms.

INFO: C: :CanstrainedD raints:789: syster

INFO: C: :ConstrainedD traints:732: About to read moleculeClassContainer, up to now has induded : 6065 atoms.

INFO: C: ConstrainedD: traints: 794 syste

INFO: C: ConstrainedD iraints:757: read directly specified residues + water droplet atoms, physicsitihersYoulantlt now has included : 6065 atoms
INFO: C: :ConstrainedD D 1056

INFO: C: :ConstrainedD Created Nose-Hoover thermostat.

INFO: C: ‘ConstrainedD: D 0

INFO: C: ConstrainedD ter

INFO: C: :ConstrainedD: 1904; Starting dynamics now.

INFO: C: :ConstrainedD 906 size of _matter subsystem Q vector or number of degrees of freedom: 14

INFO: C: ConstrainedD: 15: Force subsystem topology has been realized: 1

INFO: C: ConsirainedD: 17: Matter subsystem mass = 43525.2

INFO: C: :ConstrainedD: D : 1060: Net charge over 6065 atoms induded in physics zone = -3

INFO: C: :ConstrainedD 1005: About to run time integrator for 1 reporting intervals, each of duration 1ps

C:Building WMMB\src\CifOutput.cpp: 48 Processing compound with chainlD A

C:\Buiiing\MMB\src\CifOutput. cpp:48 Processing compound with chainD B

C:\Buiiding \MMB\src\CifOutput. cpp: 23 Processing compound with chainID A

C:\Building\MMB\src \Cifoutput.cpp: 23 Processing compound with chainID B

1 v
MVE status Running

Run I ‘ Stop

“Configuration” options:

MMB runtime path Path to a directory with the actual MMB in-
stallation. There is no reason to change this
value.

MMB commands file Path to MMB commands file. Set this to point
to the commands file of the simulation you
want to run.

MMB working directory MMB will use this directory to write all out-
put of the simulation, e.g. the trajectory files.
If your simulation reads some input files such
as structures, they also need to be placed in
this directory.

e You can save the MMB progress output to file by clicking on MMB output to file

o If you leave MMB working directory empty, MMB will write the output files to the directory specified by runtime
path. You most likely do not want this to happen.

e You can tell that MMB failed to complete the simulation successfully when MMB status reads Failed.

That’s about it... have fun!



