Subject: How to add the "Structure of smile similarity" score to the colume
Posted by Shane on Mon, 30 Jan 2023 03:14:31 GMT

View Forum Message <> Reply to Message

Dear DW forum,

I've tried a similarity analysis by the SkelSpheres descriptor.

| could get the different data columns (such as Neighbor Count, Neighbor Cluster No, Neighbor
Cluster Size, and Neighbor Similarity SkelSpheres 80%), and Simiarity chart.

In the simiarity chart, choose reference structure, then | can get the "Neighbor Analysis X&Y" and
"Structure of smile similarity" of this structure. After that, move the mouse to another structure (no
click), can get "Structure of smile similarity" based on reference structure.(Figure 1&2).

So, there is a problem that | cannot find the option about to add "Structure of smile similarity”
based on reference structure in the empty column.

Thank you for your help
Shane
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2) Figure 2.JPG downl oaded 566 tines

Page 1 of 2 ---- Generated from opennol ecul es. org Forum


https://openmolecules.org/forum/index.php?t=usrinfo&id=987
https://openmolecules.org/forum/index.php?t=rview&th=643&goto=1821#msg_1821
https://openmolecules.org/forum/index.php?t=post&reply_to=1821
https://openmolecules.org/forum/index.php?t=getfile&id=650
https://openmolecules.org/forum/index.php?t=getfile&id=651
https://openmolecules.org/forum/index.php

s TITAREE T S

Structure of SMLES Smilarity [SkelSpheres) 0 0.5 m

- T )
g

: | Neighbor Analysis X: -0.12631601
| Neighbor Analysis Y: 0.21929096

. | Structure of SMILES Similarity [SkelSpheres]: 0g

e

a5 ars

Page 2 of 2 ---- Cenerated from

opennol ecul es. org Forum



https://openmolecules.org/forum/index.php

