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Abstract

Background: Virtual screening of bioactive compounds has been faster and
more accurately developed in analytical tecthniques based on knowledge of
chemistry, pharmacology and computer science. Virtual screening was reduced a
number of compounds to be tests as a way to control costs, save time, and reduce the
volume of waste materials. Molecular docking has been widely used in protein-ligand
docking research. This study calculate the binding affinity of complexs by using
AutoDock Vina program to select compounds active against protein targets of
interest.

Methodology: The Virtual screening of bioactive compounds from highland
plant by using AutoDock Vina program. AutoDock Vina was able to study ligand
conformation and calculate a binding affinity between bioactive compounds from
highland plant, which estimate 500 species with protein targets. Viral diseases of
plants (Colletotrichum lupini) and viral diseases of humans and animals (Candida
albicans, Corynebacterium sp., Escherichia coli, Propionibacterium acnes,
Staphylococcus aureus, Streptococcus mutans, Streptococcus pneumonia, Bacillus
cereus and Vibrio cholera) were investigated to protein targets.

Conclusions: Virtual screening results show that bioactive compounds from
highland plants have high potential agiants viral disaeases of palnts: Colletotrichum
lupini related with Tamarindus indica L., Physalis angulata L., Punica granatum L.
var. granatum, Phyllanthus urinaria L., Phyllanthus emblica L., Asparagus filicinus
Buch.-Ham., Gynostemma pentaphyllum (Thunb) Makino and Antiaris toxicaria
Lesch.

Bioactive compounds from highland plants have high potential agiants viral
disaeases of humans and animals: Candida albicans related with Punica granatum L.
var. granatum, Tamarindus indica L., Tadehagi triquetrum (L.) H.Ohashi, Lespedeza
virgata (Thunb.) DC., Rhaphidophora peepla (Roxb.) Schott, Euphorbia heterophylla
L., Gynostemma pentaphyllum (Thunb) Makino, Mesua ferrea L. and Physalis
angulate L.

Corynebacterium sp. related with Bauhinia acuminate L., Tadehagi
triquetrum (L.) H.Ohashi, Rhaphidophora peepla (Roxb.) Schott, Phyllanthus
emblica L., Clerodendrum paniculatum L. and Solanum torvum Sw.

Escherichia coli related with Phyllanthus urinaria L., Tamarindus indica L.,
Mesua ferrea L., Clerodendrum garrettianum Craib, Clerodendrum glandulosum
Lindl., Clerodendrum japonicum (Thunb.) Sweet, Psidium guajava Linn., Vernonia
cinerea (L.) Less, Eclipta prostate (L.) L. and Phyllanthus emblica L.

Propionibacterium acnes related with Chysanthemum coronarium L.,
Stephania pierrei Diels, Ochna integrrima (Lour.) Merr., Citrus hystrix DC., Citrus
aurantiifolia (Christm) Swingle, Piper betle Linn., Bauhinia acuminate L., Piper
interruptum Opiz and Jatropha curcas L.

Staphylococcus aureus related with Bauhinia acuminate L., Tadehagi
triquetrum (L.) H.Ohashi, Piper chaba Hunt and Morus macroura Mig.

Streptococcus mutans related with Harrisonia perforate (Blanco) Merr.,
Morus macroura Miqg., Careya arborea Roxb., Ardisia polycephala Wall., Punica
granatum L. var. granatum, Clerodendrum paniculatum L., Terminalia nigrovenulosa
Pierre, Tamarindus indica L. and Euphorbia heterophylla L.



Streptococcus pneumonia related with Tadehagi triquetrum (L.) H.Ohashi,
Toona ciliate M.Roem., Lespedeza virgate (Thunb.) DC., Piper chaba Hunt, Ficus
racemosa L., Morus macroura Mig. and Eleutherine bulbosa (Mill.) Urb.

Bacillus cereus related with Tedehagi triquetrum (L.) H.Ohshi, Urena lobata
L., Vernonia cinerrea (L.) Less., Morus macroura Mig., Ochna integerrima (Lour.)
Merr., Physalis angulate L., Jatropha curcus L. and Asparagus filicinus Buch.-Ham.

Vibrio cholera related with Piper retrofractum Vahl, Abelmoschus esculentus
(L.) Moench, Physalis angulate L., Euphorbia heterophylla L., Houttuynia cordata
Thunb., Uncaria rhynchophylla (Mig.) Jacks., Morus macroura Miq., Phyllanthus
emblica L. and Bauhinia acuminate L.





