Subject: t-SNE
Posted by sansun on Fri, 15 Jul 2022 07:48:38 GMT

View Forum Message <> Reply to Message

Hi

| have generated t-SNE 3D plot to compare two libraries (green and blue) using SkelSphere
descriptor.

The molecules in the two libraries are kind of making separate clusters. Can we say the chemical
space of the two libraries do not overlap considerably or they contain different type of structures?

If yes, how can we represent this conclusion quantitatively using t-SNE?

Thanks
SS

File Attachnents

1) tSNE. png, downl oaded 1055 tines

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


https://openmolecules.org/forum/index.php?t=usrinfo&id=555
https://openmolecules.org/forum/index.php?t=rview&th=602&goto=1675#msg_1675
https://openmolecules.org/forum/index.php?t=post&reply_to=1675
https://openmolecules.org/forum/index.php?t=getfile&id=578
https://openmolecules.org/forum/index.php

t-SNE ”‘r’i .

120

20

-30 4.
B _Sp--SNEX

. 130
0
110
' 120
S e 0
E 10 20 30
t-SNE

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


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

