Subject: Re: macro comments
Posted by juliocoll on Wed, 23 Oct 2024 10:23:57 GMT

View Forum Message <> Reply to Message

After trying many alternatives, the best way to include non-coded information on long DW macros
may be to insert comments on "show message" tasks.

It may slow down the macro execution but have no other alternative to be somehow
self-explanatory.

For example:

<task name="showMessage">

message= NOW THE VISIBLE ROWS WILL BE SAVED TO Ci/....

</task>

Another example of use is included into the NTN macro for semi-automatically save all information
on raw dwar and toxicity-filtered and mmff94s+ conformer sdf files for Vina, after running a DW
Build Evolutionary Library

Hope it may serve to other DW macro-designers !

File Attachnents

1) NTN. dwam downl oaded 368 ti nes

Page 1 of 1 ---- Generated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=978
https://openmolecules.org/forum/index.php?t=rview&th=762&goto=2323#msg_2323
https://openmolecules.org/forum/index.php?t=post&reply_to=2323
https://openmolecules.org/forum/index.php?t=getfile&id=886
https://openmolecules.org/forum/index.php

