
Subject: Re: Macro for evolutionary library (EL) in Datwarrior (DW)
Posted by nbehrnd on Tue, 23 Aug 2022 19:58:45 GMT
View Forum Message <> Reply to Message

Dear Jon,

while converting the macro you reported as text into a .dwam file (for convenience of further use
attached below), I noticed multiple pairs where «a seed» reporting a molecules' structure in
idcodes (the line starts with "startSet=") is followed by an other line beginning with
"paramConfig0".  Assuming the first line counted as line "1", in the present .dwam this pattern
occurs thrice, i.e. for lines (6, 9), (29, 32), and (60, 63).

Simultaneously, I read on the second line of these a high SkelSphere threshold, 100, e.g.

My speculation would be that this requested similarity might be too strict to yield multiple (new)
molecules, perhaps especially because (based on your screen photos submitted) there only is
one molecule to define the fitness of molecules to retain for a report / subsequent use.

Norwid

File Attachments
1) 2022-08-22_macro_JonW.dwam, downloaded 1009 times
2) 2022-08-23 -- screenshots dw.png, downloaded 1323 times

Page 1 of 1 ---- Generated from openmolecules.org Forum

https://openmolecules.org/forum/index.php?t=usrinfo&id=568
https://openmolecules.org/forum/index.php?t=rview&th=608&goto=1703#msg_1703
https://openmolecules.org/forum/index.php?t=post&reply_to=1703
https://openmolecules.org/forum/index.php?t=getfile&id=583
https://openmolecules.org/forum/index.php?t=getfile&id=584
https://openmolecules.org/forum/index.php

