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Abstract Experimental Data Database Structure
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| can play a movie (modified
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1 node color and size changes at

E different times and conditions.

» Retrieve compound networks from EHMN metabolic database
» Provide two styles of networks
— Compound and reaction are shown as nodes which is good at displaying compound network
— Compound is shown as node and reaction is shown as edge which is good at displaying pathway
« Show networks with only main compounds or all compounds
- Display compound network and related reaction, enzyme and pathway information
- Expand and collapse compound network

Visualization of Compound Networks

Figure 1shows the whole compound network from Edinburgh Human Metabolic Network
database with 2685 compounds (2621 main compounds) involved in 70 pathways. In
addition, The reactions, enzymes and pathways information is shown on data panel.
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« Allow Compound Name Search
— Only primary name or primary name and synonym
— Auto complete name input

metabolomic dataset. Another way to say it is MetScape allows me to cast metabolomic

Figure 2. Network for the compound Acetyl-CoA. In this network, compound Acetyl-CoA
data into biochemical context”

participates in 33 reactions which involve in 10 pathways. The highlighted edges (pink lines)
are the result of applying the pathway filter for the TCA-cycle. .
— Blue hexagon is a seed compound, pink hexagons are compounds that participate in the
same reactions as seed compound does.
— (licking on a non-seed compound will expand network with other reactions that the
compound may involve in.
— Reaction node with bold border means multiple enzymes involve in the reaction.
Reactions with reqular border means single or no enzymes involve in.
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L .y « Provide Compound Structure
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— When user click a compound, show the compound structure on result window of
(ytoscape

- Integrate with MiMI Database and other NCIBI tools
— Show gene information associated with compound
— Create bipartite network of compound reaction and protein interaction
— Use directional edge to represent the information flow of network
— Integrate MetScape with Metab2Mesh and other related tools

.."The web interface is linked to Cytoscape to build and display the network, using several
customized layouts. Once the network has been displayed in Cytoscape, the user can import
the normalized experimental metabolite data. Several data points can be loaded; the color
and shape of the nodes are used to represent different parameters. The plug-in allows
users to cycle through the data points sequentially, while the underlying network remains
unchanged”.
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