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Status of libraries and databases for natural products at abroad
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Abstract  For natural products are one of the important sources for drug discovery libraries and databases of natural products are
significant for the development and research of natural products. At present most of compound libraries at abroad are synthetic or com—
binatorial synthetic molecules resulting to access natural products difficult; for information of natural products are scattered with differ—
ent standards it is difficult to construct convenient comprehensive and large-scale databases for natural products. This paper reviewed

the status of current accessing libraries and databases for natural products at abroad and provided some important information for the de—

velopment of libraries and database for natural products.
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Table 1  Organizations with natural products library at abroadp *7

Albany Molecular Research Inc. 300 000 N http: //www. amriglobal. com
Ambinter http: //www. ambinter. com
Analyticon Discovery 3900 1 300 http: //www. ac—discovery. com
CB Library
Cerylid Biosciences 600 000 http: //www. cerylid. com. au
Entocosm Pty Ltd 1300 http: //www. csiro. au
Gaia Chemical Corporation http: //www. gaiachem. com
Instituto Biomar S. A. 15 000 http: //www. institutobiomar. com
InterBioScreen Ltd GmbH 41 000 http: //www. ibscreen. com
IRIS Biotech GmbH 1200 http: //www. iris-biotech. de
Kosan Biosciences http: //www. kosan. com
Magellan Bioscience Group Inc. N N 10 000 http: //www. magellanbioscience. com
Marine Natural Products
Martek Biosciences http: //www. martekbio. com
Mera Pharmaceuticals Inc. ( ) http: //www. merapharma. com
MicroSource Discovery Systems Inc. N http: //www. msdiscovery. com
Moscow MedChemLabs Ltd 200 http: //www. mosmedchemlabs. com
NCI
Sequoia Sciences http: //www. sequoiasciences. com
Specs 400 http: //www. specs. net
TimTec 13 000 http: //www. timtec. net
2 °
2
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Table 2 Comprehensive databases on natural products at abroad

Customary MedicinalKnowledgebase ®
GlobinMed *

KNApSAcK Family Databases

Metabolomics DB system

Multifaceted Plant Usage

hitp: / /biolinfo. org/cmkb/index.

php

http: / /www. globinmed. com

hitp: / /kanaya. naist. jp/KNAp—

DB . Metabolomics DB system 101 500 SAcK_Family/
- 20 741 59 048 ; Multi—
faceted Plant Usage DB / N N
Medicinal Plants Database of hitp: / /www. mpbd. info
Bangladesh ° . N N N N N N
Natural Products Alert ° N . http: / /napralert. org/
700 N
TCM-AD " 1197 1098 9852 http: //tem. cz3. nus. edu. sg/
N N N N group /tem-d/temid. asp
TradiMed ° 3199 .11 810 . http: / /www. tradimed. com
N 20 012 4 080 95
\502 N N
3
Table 3  Disease-specific databases on natural products at abroad
Arthritis Database "> 100 \ )
Asian Anti-Cancer Materia Database 700 80% http: / /asiancancerherb. info/
N N N N N index. html
Asthmaplants 40 50 N N http: / / www. asthmaplants. com
CHMIS-C B 500 900 http: //swl6. im. med. umich.
203 9 366 edu/chmis—/
Database On Anti-diabetic Plants Based . N N http: //www. biotechpark. org.
On Clinical / Experimental Trials '® . in/antidia/index. html
DIAB " 258 287 N http: //www. autogeneralfilters.
129 53 com/holycross / Home. html
DiaMedBase '* 309 389
InDiaMed N N N http: //www. indiamed. info
InPACdb . http: / /www. inpacdb. org
Phyto-mellitu 2! hitp: / /www. bicmlacw. org/bt/
Plant-antivenom * 63 43 W53 <5 900 http: //gbi. fmrp. usp. br/plan—
<900 - tantivenom
2.3 cal Abstract CA)
1961
{ b ( Chemi—
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Table 4 Phytochemical databases on natural products at abroad

3DMET * KEGG Compound http: / /www. 3dmet. dna. affrc. go. jp
Alkamid Database % N-Alkylamides ( NAAs) N N N hitp: //alkamid. ugent. be /
Antibase ® 40 000 N hitp: //www. wiley=vch. de/stmdata/
\CAS . N N N N R antibase. php

Chem-TCM % 350 9500 . . http: / /www. chemtem. com/
Chemiebase Database >’ 9 29 960 http: //chemiebase. ku. ac. th

Chinese Herbal Constituents Data— 240 7 000 N
base % . CAS .

Dictionary of Natural Products Da— 190 000 N N N « http: //dnp. chemnetbase. com
tabases 2 CAS N N N N S N N

Dr. Duke” s Phytochemical and . « http: //www. ars—grin. gov/duke/
Ethnobotanical Databases .

Indonesian Herbal =~ Constituents 33 1 000 N
Database *! \.CAS . . N .
KEGG Compound Database ¥ 17 000 N . http: / /www. genome. jp/kegg/com—

N \CAS . N pound/
Marinlit ¥ 1 400 http: //pubs. rsc. org/marinlit
24 000 N N N N
UV."CANMR 'H-NMR
NCI # http: //cactus. nci. nih. gov/neidb2. 2
WCAS . . HIV N
N logP
SMILES \sdf
ROMPP Online * ROMPP Encyclopedia http: / /www. roempp. com/prod/
Natural Products 6 000
Seaweed Metabolite Database ** N N hitp: //www. swmd. co. in/home.
N 2 html
PubChem  ChemSpider
StreptomeDB ¥ 1 900 2 000 http: //www. pharmaceutical-bioin—
N N N N N N formatics. de/streptomedb /
SuperNatural 1] * 352 811 N N http: / /bioinf-applied. charite. de/su—
pernatural_new/

The Beilstein Database * 1771 180

2.4 NMR MS IR o
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Table 5 Spectral databases on natural products at abroad

Biological Magnetic Resonance Data Bank ¥

CH-NMRNP *

Golm Metabolome Database ¥
Madison Metabolomics

base ¥

MassBank ¥

Consortium  Data—

METLIN #

Natural Products > C-NMR Database *
NMRShiftDB *

Spectral Database for Organic

Compounds ¥

N NMR
28 000 NMR
500 GC/MS
20 000 N N
NMR  MS
MS/MS EI/MS
<MS. MS-MS.LCMS
6 000 NMR
NMR
B 21 500
MS.FTHR.NMR. \ESR
. N \CAS .

hitp: //www. bmrb. wisc. edu/
https: / /www. las. jp/ CH-INMR-NP/

http: // gmd. mpimp-golm. mpg. de/
http: / /mmed. nmrfam. wisc. edu/

http: //www. massbank. jp/
http: //metlin. scripps. edu/

http: //¢13. usal. es

http: / /nmrshiftdb.
koeln. de

nmr. uni—

http: / /sdbs. db. aist. go. jp/sdbs/
cgi-bin/ cre_index. cgi

2.5 ChemBank DrugBank PubChem ChEBI
6 o
6
Table 6 Bioactive databases on natural products at abroad
Bioactive Plant Com-— 2597 . \CAS . N N http: //www. onco-informatics.
pounds Database % N N N Gy com/
CamMedNP 2 500
ChEBI ¥ IU- http: / /www. ebi. ac. uk/chebi
PAC  NCHUBMB 2 ChEMBL
N ADMET
ChemBank * N N N hitp: //chembank. broad. har—
N vard. edu
EuroFIR-BASIS ¥ 330 N N http: //ebasis. eurofir. org
Human Metabolome Da— 40 000 N N NMR.MS. http: / /www. hmdb. ca/
tabase N N NN \SNP N N
MetaCYC ! R http: / /metacyc. org/
1 500 http: //crdd. osdd. net/raghava/
NPACT N N . (1C(50) / ED(50) / EC(50) /GI(50)) . npact/
PubChem * N http: //pubchem. nchi. nlm.
N N nih. gov
Therapeutic Target Da— hitp: //bidd. nus. edu. sg/
tabase > . N group/ttd/ttd. asp
ZINC % 35 000 000 http: / /zinc. docking. org/

SMILES mol2 3D SDF
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