Contents

1. Help ZENeral deSCIriPTION ...ttt esesse e es s ss bbb bbb s bbb bbb 1
2. HEID SEATCH. ettt ettt bbb bR SRR R R R 2
3. COMPOUNA SEATCH «.eurteeuriieeueeeet ettt essteses et esss s s s bbb bR s a e s 3
3.1.1.  Direct KEYWOTrd SEATCH .. sss st sssssssssssssssssssanes 3
3.1.2.  SEIUCTUIE SEATCH. .ottt bbb s e 4
3.1.3. Compound search result (Example: APIZEnin] .....eeneernmeenmeeseesseesseesssessessnens 5

1. Help general description

The ETM-DB website interface allows users to search for entities and relationships using (a) names,
ETM-DB identifiers, NCBI taxonomy identifiers for herbs, (b) names, ETM-DB identifiers, InChl,
InChlkey, smiles, formula for compounds, (c) names, ETM-DB identifiers, UMLS names, UMLS
IDs for phenotypes, or (d) gene names, ETM-DB identifiers, Entrez ID, gene symbol. Search results for
entities and relationships including references to the sources are displayed in the web interface. The
herbs search result page shows the herb attributes and related compounds, phenotypes and prescriptions.
Search results for compounds display compound attributes and related herbs, phenotypes and genes. It
includes detailed information on 2D and 3D chemical structure, predicted physicochemical and
ADMET properties for the selected phytochemical. Users can also download 2D and 3D structure of
the phytochemical in the form of a structure-data file (SDF). For phenotype search results, associated
herbs, compounds, genes and prescriptions are included. Similarly, gene query results show gene
attributes, related compounds, and phenotypes. For each query result, users can click each entity
identifier to view a different page including detailed data about the entities. Users can also click the

button "Browse™ on the the homepage to browse compounds and herbs in the database.
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2. Herb search

You can search the herb of interest using names, ETM-DB identifiers, and NCBI taxonomy identifiers.

Users can also browse herbs alphabetically in the browse menu.

ETM{DB

ETHIOPIAN TRADITIONAL MEDICINE DATABASE

Home Herb Compound Phenotype

Search Result: herb

ETMDB ID

NCBI taxonomy
D

Herb Name

Synonyms

Vernacular
Names

Description

Gene Browse Help

~ @

Euphorbia hirta L. ‘

Chamaesyce hirta| Chamaesyce hirta (L.) Millsp. | Euphorbia hirta L.|Euphorbia pilulifera L.,
1753 nom. rej. | asthma-plant| garden spurge

Asthma herb / Australian asthma herb / burra leiteira / cat's hair / erva andorinha / erva de
Santa Luzia / euphorbe pilulifere / hairy spurge / Jean Robert / kinywele / kitadali /
kitapiaroho / kiziwa / luzia / malnommee / mwache / mziwaziwa / pill-beari

Annual, branched herb, prostrate to ascending, reaching up to 50 cm long, with latex; all
parts short-hairy with sparse yellow hairs. The leaves are opposite, distichous, simple;
blade ovate, 1-4 cm x 0.5-2 cm, base very unequal, one side cuneate, the other side
rounded, apex almost acute, margin finely toothed, often with a purple blotch near the
mid-vein. Inflorescence a terminal or axillary cluster of flowers, called a 'cyathium', with
several cyathia densely clustered into a cyme. Flowers unisexual; male flowers sessile,
female flowers with short pedicel. Fruit just exserted, acutely 3-lobed capsule. Seeds
oblong-conical, slightly wrinkled, pinkish brown in colour.

<~ Each herb has a unique ID. The ID (1) can be used in the search field to access the herb directly.

If you know the NCBI taxonomy ID (2) or name (3) of the herb, you can insert in the herb

search box to directly access the herb.

< The herb search result is displayed as shown above.
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3. Compound search

The search options for compounds include name, ETM-DB ID, SMILES, InChl, InChlkey, Formula
and Structure.

Users can also browse compounds alphabetically in the browse menu.

Search ETM-DB: Compound

Apigenin (1

Search by: Name, ETMDB ID, InChl, InChl Key, SMILES, Formula

Search ETM-DB: Compound

clcc(cccTc2ec(=0)c3c(cc(cc302)0)0)0 | 2

Search by: Name, ETMDB ID, InChl, InChl Key, SMILES, Formula

3.1.1. Direct keyword search
A. If you know the name (1) of the compound of interest just type in compound search menu.

B. Each compound has the SMILES (2). Similarly, users can also enter compound ETMDB ID,
InChi Key, InChi or Formula in the compound search to access the compound information

directly.
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3.1.2. Structure search
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A. Users can draw a structure of the compound to search for similar compound. For example, the
structure drawn on the Field (1) window is behenic acid. It can be drawn by selecting single
bond from the top panel and attaching hydroxyl group by selecting O from the left panel. Then
selecting double bond from the top panel followed by selecting O from the left panel to draw
the oxygen on the double bond. The other carbon chain is drawn by concatenating single bond.

B. Once the structure is drawn, users have to click show SMILES (2) button to generate the
SMILES from the structure, followed by hitting the Search (3) button to submit the query and
the results page will be displayed.
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3.1.3. Compound search result (Example: Apigenin)

Apigenin

Click here to view 3D structure using JSmol

Download structure: 2D SDF, 3D SDF

ETMDBID: 90

PubChem ID: 5230443

ChemsSpider ID: 4444100

Formula: C15H1005

Synonyms: [apigenin’, '520-36-5", 'S,7-Dihydroxy-2-(4-hydroxyphenyl}-4H-chromen-4-one’, "Chamomile’, ‘Spigenin’, ‘Versulin', ‘Apigenal’,

4,5,7-Trihydroxyflavone, *Apigenine’, *C.I. Natural Yellow 1', 5,7,4"-Trihydroxyflavone, ‘Pelargidenon 1449, '5,7-Dihydroxy-2-(4-hydroxyphenyl)-4-

benzopyrone', '2-{p-Hydroxyphenyl)-5,7-dihydroxychromone’, 'UCCF 031, 'NSC 83244", '5,7-Dihydroxy-2-(4-hydroxyphenyly-4H-1-benzopyran-4-one’.

"UNII-7¥515PI7F6, '5,7-dihydroxy-2-(4-hydroxyphenyl)chromen-d-one’, 'CCRIS 3788", 'CHEBI:18388", 'CHEMBL2S', 'EINECS 208-292-3", "4H-1-
pyran-4-one, 5,7- y-2-(4 yp -, 'BRN 0262620', FLAVONE, 4'5,7-TRIHYDROXY-, '4.5,7-Trihydroxyflavone’, KZNIFHPLKGYRTM-

UHFFFADYSA-N', '7V515PI7F6", 'NSC83244", 'NSC-83244', 'CAS-520-36-5', 'ST056301", 'DSSTox_CID_2391", 'DSSTox_RID_76568", 'DSSTox_GSID_22391",'Q-

100586', 'Q-200822", 'SMR000326850", 'SR-01000075663", "Chamomile Powder’, 'HSDB 7573, '4der’, '4dgm’, '4hkk’, "Naringenin, 18", 'Prestwick 719",

‘Apigenin, 13", 'PubChemog3

SMILES: 1 ce(cec] c2ee(=0)e3e(cc(ce302)0)0)0

InChi Key: KZNIFHPLKGYRTM-UHFFFAOYSA-N

InChl: InChi=15/C15H1005/c16-8-3-1-8(2-4-0)13-7-12(18)15-11(18)5-10(17)6-14(15)20-13/h1-7.16-18H

References: NA
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A. The general properties (chemical structures, PubChem ID, ChemSpider ID, formula,
synonym, smiles, InChlKey, and InChl) of the corresponding compound is shown at the
top of the compound search result as shown in Field (1). PubChem and ChemSpider IDs
are linked, if available, and users can click the link to be redirected to the PubChem and
ChemSpider page, where additional information about this compound can be accessed.

B. This is followed by predicted physicochemical properties (2) and ADMET properties (3)

of the compounds.

C. Field (4) shows the information about the related phenotypes to the respective comound.
This relation contains informations about relation type, evidence, and reference. Similarly
field (5) is information about related target gene/protein with attributes shown

Page 6 of 6



