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Abstract Results
Indian medicinal plants are known to be beneficial in a multitude of diseases and disorders Neer batabase

and their role has been documented over the centuries. How do they work? Which molecule % BAITOC
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response? Bioactivity Informatics of Indian Medicinal Plants (BIMP) is an effort to decode T N 0 B RESULTS

this knowledge at a molecular level. Currently the BIMP database, which is made freely | e —
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Introduction ‘ s ——— .

With the ever increasing gap between number of disease outbreaks and FDA approved drugs, new 3‘% ParDOCK
sources of drugs can play an indispensable role in combating diseases. Plant based compounds “
have been known to provide scaffolds for many drugs. The rich flora of indigenous medicinal Job ID:1567842412
plants in India have been used for centuries in traditional medicine to treat human maladies. Over Tm—— T serch el

1700 Indian Medicinal Plants, 9600 Phytochemicals and around 1100 Therapeutic uses are known 4 | = e 28 =
till date. But the major limitation encountered with the extracts of these plants is the unavailability i | o B
of knowledge of compounds and their biomolecular targets. Elucidation of the mode of action of | .........
the compounds present in the plant extracts can lead to better clinical utilization. BIMP work | s™ ™"

presented here is a step towards filling this knowledge gap. 3 rop Structurese =

E Compound information W

Total number of compounds 196 230 180
n Compounds with known protein target(s) 66 30 3
Compounds with Cell line activity 14 37 54
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Compounds with unknown bioactivity 116 163 53
Hitpick protein target prediction 178 187 179
Sea server protein target prediction 117 98 119
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d FDA generally approves only 20-40 drugs/year. New sources of drugs can play
Indispensable role in increasing this number.

1 Already known therapeutically relevant concoctions of plant extracts mentioned in Indian Table showing oredicted biological taraets for
medicinal system can be used for screening for new drugs. 9P 9 g
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0 Phytochemicals can target multiple biomolecular targets. These can play vital role in 1UISt compounds which targethave cell line activity P T J y
delaying onset of drug resistance. but no known bio-molecular e -

1 Plants can be easily grown in abundance providing an easy source of potential drugs. . Compound Protein Target
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Compare the volume information of the ligand with the occupied volume of the binding pocket of each of the target protein
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In the database (N1). Select the protein if the volume lies within range defined by equations A1 and A2 (N2, where N2<N1)
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