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Optimisation — Potential Energy
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Molecular Dynamics — Free Energy
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Optimisation in ChemShell
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Geometry Optimisation

Printer-friendly version

Home 7
Chemshell Basics Introduction
Tci Basics ChemShell provides a range of geometry optimisation options

Frequently Asked Questions

« Mewopt This is a general purpose optimiser with a modular (and extensible) design. Tcl
Tutorial scripts can be used to define the optimisation algorithms, and new target functions can
e be interfaced. The code includes two farget functions for molecular geometry
o optimisation, zopt for mixed cartesian/z-mairix and copi for pure cartesian coordinates
Single-Point Calculations For larger molecules with an energy expression that is relatively inexpensive to
‘Geumefry Optisaton evaluate newopt with the method conmin is preferable. Although the algorithm
= (conjugate gradient) does not have such good convergence properiies, it does not

newopt cost as much to compute the next set of coordinates

HDLCOpt + HDLCOpt This optimiser, based on redundant internal coordinates as suggested by
- Baker is designed to have desirable scaling properiies for macromolecular systems. it
imer

is being developed as part of the QUASI project. HDLCOpt with residue definition is

Opt recommended for large systems with expensive energy evaluations.

* Opt This is the GAMESS-UK geomeiry optimiser, which will optimise in Z-matrix internal
coordinates. Saddle point searches using the eigenvector following and

Mapping PE Surfaces Jorgensen-Simons approaches are possible.

Molecular Dynamics

Numeric Frequencies

Examples of how to use the available optimisers are provided in the tutorial.
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newopt \
function= zopt : { \
zmatrix= water.zz4 \
theory= mndo } \
method= bfgs
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hdlcopt coords=c \
residues= [ res_selectall coords=c ] \
theory= mndo

% 5 5 ) 6= (

set residues [ pdb_to _res 1PBE.pdb ]

hdlcopt coords=c \
residues= $residues \
constraints= {{bond 3 5} {angle 3 5 6}} \
theory= mndo
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dimer coords=c mode=3 \
maxcyc=100 \
theory= gamess : $gamess_args
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