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Visualizing chemical data
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Radial coordinates

Features represented as
dimensional anchors (A-E)

Position of a data point (1-3)
depends on the position of
the dimensional anchors and
the value of the data point to
each anchor

it
#schools Hoffman et al. IEEE Proceedings of Visualization '97, 437-441



Visualization generation
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Visualization generation
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Dimensional anchors
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Views of the visualization

XZ Plane
Combined view

YZ Plane

XY Plane Structure view

Property view
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Combined view

Different structure, similar properties

Similar structure,
® ® different properties
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Screenshot of visualization
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NORMALIZED SIMILARITY

Ref Cpd Similarity
3702 0.4454
762 0.3291
74 0.9265
3782 0.2781
852 0.1479
3735 0.631

|Raw Values

NORMALIZED ACTIVITY

Target Activity
CDK5 0.8738
MAP4K4 0.3803
PRKCN 0.3174
GSK3B 0.3803
CLK4 0.9813
ROCK1 0.3483
PRKACA 0.3483
DYRK1A 0.7081
MAP4K2 0.4132
CLK2 0.9313
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Thanks for your attention
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