Subject: Re: Generate conformers - write to file does nothing
Posted by nbehrnd on Thu, 09 Jul 2020 08:10:08 GMT

View Forum Message <> Reply to Message

Hello Paul,

starting with the liquid_crystal.dwar file attached below, and using the parameters
shown in the screen photo below

the newly written conformers_test.dwar contains multiple models. Not 16 which was
set as the maximum number, but at least four. May you share a minimal example,
including the parameters you use, leading to the empty .dwar file?

Norwid

File Attachnments

1) liquid_crystal.dwar, downl oaded 674 tines
2) conformers_test.png, downl oaded 1440 tines

-

-“;‘-'_ Generate Conformers A~ X
Structure column: [ Structure v]
Algorithm: [ Random, low energy bias v]
Initial torsions: [Frcm crystallographic database v]
Minimize energy: [ MMFF@ds+ forcefield v]
Max. conformer count: (16 per stereo isomer
(@ write into file: | ..jconformers test dwar
File type: [ DataWarrior w

[ ] Pool conformers of same compound

¥ Remove small fragments

[ ] Neutralize remaining fragment

M skip compounds with more than |16 | stereo isomers

Create proper protonation state(s) for pH= 7.4 | +- |0

[Cancal ) [ ok ]

3) conforners_test.dwar, downl oaded 703 tines
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