Subject: Re: Molecules representative within a cluster
Posted by thomas on Wed, 13 Jan 2021 19:58:26 GMT

View Forum Message <> Reply to Message

For any molecule in any cluster all similarity values to all other molecules within the same cluster
are added. Within a cluster all molecules have the same number of other cluster members.
Therefore, that molecule with the highest similarity sum within one cluster is the one that on
average is most similar to all other cluster members and therefore is the one that is most central in
a cluster. Does this explain it?

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


https://openmolecules.org/forum/index.php?t=usrinfo&id=6
https://openmolecules.org/forum/index.php?t=rview&th=455&goto=1188#msg_1188
https://openmolecules.org/forum/index.php?t=post&reply_to=1188
https://openmolecules.org/forum/index.php

