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Outline

e Seed data status
« Migration effort

e System Demo

» Old System
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Substance Seed Data

FDA SRS Chemical Structures FDA SRS AUX Data

Transformation Other Data
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Breakdown

Faillures
Problem Count
STEREOCHEMISTRY
PROBLEMS 493
WAITING ON REFERENCED
SUBSTANCE 445
PARSE ERROR 402
UNKNOWN XML FIELD 397
INVALID MODIFICATION 206
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Explanation

Usually marked as achiral,
but has stereocenters
Details for definition based
on non-public or non-
validated substance

XML not valid
Legacy XML

Usually a non-standard
modification agent
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Substance Class
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o
Concept m
Mixture 'E'
Polymer m
Protein 'm'

Meaning of concept

Concepts are not necessarily substances
but are still important for defining or
describing substances.

3 meanings of Concepts

e Specified Substances waiting for
implementation

» Slightly more specific terminology /
shade of meaning that won’t be
specified substances

* Non-specific or generalized material
“concept”




Seed data

e Codes
» 157,895 codes
> RN numbers
> EVMPD codes

e Names
» 485,415 unigue names
» Official
» Systematic
> Common names

o Relationships
» 73,150 relationships between substances
» Metabolites
» Impurities
» Active Moiety designations
» Target / Molecular Interaction data
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concepts
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concepts

ginas ™
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concepts

ginas™
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Seed Data

e Data integrity

» During this process, we identify known systematic errors
and concerns

THII PT Structure Name MName Structure
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Seed Data

e Going forward:

» Convert concepts waiting for G1SS status to full group 1
specifications.

> Include Nucleic Acid Iin seed data

» Continually curate existing data

» Force import those that fail validation with warnings

= Even incomplete / non-conformant substances are worth
Importing
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Demo
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€« = C [ tripod.nih.gov/de
i Apps [ School [ MIH (] WebServers [ Programming (] ChemSources (] GINAS (O] food (] polymer (] Bank (] Heather

nas/app/api/vl

[
-
name: “codes”,
kind: "ix.ginas.models.vl.Code"”,
href: “"http://tripod.nih.pgov/dev/ginas/app/fapi/vl/codes™,
description: “"Resocurce for handling of GInAS codes™
}s
-1
name: “figures”,
kind: "ix.core.models.Figure"”,
href: "http://tripod.nih.gov/dev/ginas/app/api/vl/figures",
description: "Resource for handling figures and images™
}
-1
name: "investigators”™,
kind: "ix.core.models.Investigator™,
href: "http://tripod.nih.gov/dev/ginas/app/api/vil/investigators",
description: "This resource provides investigator's contact information”
T
- o
name: “jobs",
kind: "ix.core.models.Processinglob”,
href: "http://tripod.nih.gov/dev/ginas/app/api/vl/jobs™,
description: “"Resource for handling processing jobs”
}a
-1
name: "journals"”,
kind: "ix.core.models.Journal",
href: "http://tripod.nih.gov/dev/ginas/app/api/vl/journals"”,
description: "Publication journal issue resource”
b
-1
name: “keywords"”,
kind: "ix.core.models.Keyword",
href: "http:// tripod.nih.gov/dev/ginas/app/api/vl/keywords",
description: "This resource is for handling of keywords, which is a specific resource of Value.™
)

National Center
for Advancing
Translational Sciences




More information

* Project Webpage
> http://tripod.nih.gov/ginas

 New Development Site
> http://tripod.nih.qgov/ginas/app

e Old Development Site
> http://ginas.hres.ca/ginas/
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