
Subject: Self Organizing Maps
Posted by hungerfordwm on Thu, 08 Aug 2019 16:58:06 GMT
View Forum Message <> Reply to Message

Thomas,

I successfully have a self organizing map comparing the diversity of over 200,000 compounds
based on Structure [FragFp].  I see where the structures are clustering.  However, I do not
understand the SOM Fit color scale of the individual compounds and what that means.  Nor do I
understand the color scale of the background 3D image and what that means.  Presumably, the
color scale of the background 3D image refers to the cliffs and valleys of the available chemical
diversity space, but I'm not sure.  Any further clarification as to how to interpret the data that I
have generated would be most appreciated.

File Attachments
1) 20180807SOM diversity map.PNG, downloaded 1088 times
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