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THE VISION 

Objective 

The distressing threat of viral diseases to human beings raises a serious concern worldwide. 

New viral diseases have been reported continuously with severe health issues, and the lack of 

effective antiviral treatment makes them more severe. Nowadays, the development of 

effective treatment and antivirals against virus has become difficult, due to the ability of 

viruses to mutate their genome and become resistant to drugs. Moreover, the antiviral drugs 

also exhibit adverse side effects, which directly and indirectly affect the human health. This 

leads towards the development of plant-based drugs and herbal treatments with minimal side 

effects.  

Being partnered with the DASSAULT SYSTEMES, we employed in silico molecular 

docking approaches using Discovery Studio suite and performed virtual screenings to identify 

phytochemicals against HSV. Post graduate students of biological sciences actively 

participated and have presented their work in the conference.   

Introduction 

Herpes simplex virus (HSV) infections are among the infections most frequently encountered 

by humans (Whitley et al., 2001). Two types of HSV infections have been identified-HSV-1, 

which usually causes orolabial disease, and HSV-2, which is associated more frequently with 

genital and newborn infections (Whitley and Gnann 1992; El-Toumy 2018). Usually, HSV 

causes mild and self-limited disease of the mouth and lips or at genital sites. However, on 

occasion, the disease can be life-threatening. Such is the case with neonatal HSV infection 

and HSV infections of the central nervous system. Some of the viral diseases can be cured by 

approved antiviral drugs, but for others still do not have any vaccines or drugs available. 

Most of the approved antiviral drugs are somehow directly or indirectly associated with side 

effects, which eventually raise the need for the development of antivirals based on natural 

phytochemicals (Lakeman et al., 1995; Perry et al., 1996). Globally, the development of 

antivirals is shifting towards the plant-derived products as they are less toxic and has less 

chance to develop resistance (Balfour 1998). Phytochemicals have been exploited 

traditionally for the cure of many diseases, and also have been reported to inhibit viral 
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replication/transcription (Anand et al., 2003; Aati 2020). Most of them inhibit the viruses 

either during the viral entry inside the host cell or during their replication. Moreover, 50% of 

the drugs derived from plants are being used in the Western nations (DeLano 2002). Plants 

have a variety of phytochemicals like flavonoids, terpenoids, lignins, alkaloids, and 

coumarins that are having antioxidant activity, and help to inhibit viral genome (Dallakyan et 

al., 2015; Alamri 2020). 

Viral Protein Structure and Phytochemical dataset collection 

The 3D structure of the viral protein was accessed from Protein Data Bank with accessions 

1AT3, 1KIM and 3M1C (Figure 1). Phytochemicals present in different plants (Figure 2) 

were obtained and consequently both the protein and the ligands were used for in silico 

analysis.   

 

Figure 1. Different enzymes present in Herpes virus 

Molecular docking 

For the in silico molecular docking, BIOVIA’s Discovery Studio docking suite was used for 

molecular docking. The catalytic pocket of the viral proteins were specified and targeted for 

binding of the ligand(s). -CDOCKER Energy and -CDOCKER Interaction Energy signify the 

affinity of the ligands with the protein receptors. Basically, high positive values of the 

CDOCKER Energy, CDOCKER Interaction Energy and a diminutive difference between the 

-CDOCKER Energy and -CDOCKER Interaction Energy are considered to be the most 

1AT3 1KIM

3M1C
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favourable. Discovery Studio is a software suite for performing computational analysis of 

data relevant to Life Sciences research. The product itself comprises several distinct, but 

tightly integrated, functional layers. It consists of a set of products that enable researchers to 

capture, access, and analyze scientific data. By using common underlying technologies and 

data models, the software allows the full range of methodologies used in modern research to 

be seamlessly combined to solve diverse computational problems. The Discovery Studio 

Visualizer is a powerful desktop application for viewing and editing molecular structures, 

sequences, and other data relevant to Life Sciences research. It provides a convenient 

interface for everyday data analysis tasks. The Visualizer supports a wide variety of industry-

standard formats. A set of integrated analysis functions are provided that allows you to 

compute basic properties of molecules and sequences. The Visualizer also provides access to 

the Discovery Script Perl Application Programming Interface (API), which enables to create 

new analysis tools and to automate common tasks. 

 

Figure 2. Plants that can fight against Herpes virus 

Conclusion 

A substantial number of plant extracts and phytochemicals have been explored for antiviral 

property. Herbal preparations owing to their holistic approach strengthen the body’s immune 

system, which in turn may help the body fight against invading infectious viruses. Herbal 

antiviral compounds, which are accessible and do not require laborious pharmaceutical 

Adansonia digitataAglai odorata
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synthesis are emerging as interesting alternatives in today’s world of growing resistance to 

antiviral drug therapy. Many promising herbal treatments exist for viral diseases with proof 

of their efficacy and safety in advanced clinical trials. However, a lot of work still remains to 

be done to determine optimal treatments, doses, and formulae for those herbal preparations. 

Although, herbal plant preparations are widely used in several parts of the world, individually 

or in combination, data about the interactions of these medicinal plants in living system is 

non-existent. Therefore, the traditional medicine practice should be clubbed with scientific 

research facilitating modern drug discovery from phytochemicals. Scientific data pertaining 

to detailed pharmacokinetic and pharmacodynamics of medicinal plants and their 

preparations should be made available to researchers and policy makers so that larger 

randomized multicenter clinical trials may be designed and conducted. By adopting such 

approaches, the idea of incorporating and implementing a particular herbal formulation in 

routine therapy may be transformed into reality. 
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255 to 256 
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Activity of Phyllanthus emblica  against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 
257 to 258 

Activity of Phyllanthus urinaria  against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 
259 to 260 

Activity of Pinus massoniana against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
261 to 262 

Activity of Plantago major  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
263 to 264 

Activity of Portulaca oleracea  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
265 to 266 

Activity of Salvia officinalis  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
267 to 268 

Activity of Santalum album  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
269 to 270 

Activity of Scinaia hatei  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
271 to 272 

Activity of Scoparia dulcis  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
273 to 274 

Activity of Solanum torvum  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
275 to 276 

Activity of Sorghum bicolor  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
277 to 278 

Activity of Strobilanthus cusia  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
279 to 280 

Activity of Swertia chirata  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
281 to 282 
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Activity of Syzygium aromaticum  against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 
283 to 284 

Activity of Syzygium jambos against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
285 to 286 

Activity of Taracetium vulgare  against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 
287 to 288 

Activity of Usnea complanta  against Herpes through deactivation of Herpes virus 

fusion regulator complex gH-Gl (3M1C) 
289 to 290 

Activity of Ventilago denticulate  against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 
291 to 292 

Activity of Withania somnifera against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 
293 to 294 

Activity of Pandanus amaryllifolius  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
295 to 296 

Activity of Adansonia digitata  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
297 to 298 

Activity of Aglai odorata  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
299 to 300 

Activity of Aloe vera  against Herpes through deactivation of Thymidine Kinase of  

Herpes Simplex virus (1KIM) 
301 to 302 

Activity of Andrographis paniculata  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
303 to 304 

Activity of Atlantia sp.  against Herpes through deactivation of Thymidine Kinase 

of  Herpes Simplex virus (1KIM) 
305 to 306 

Activity of Azadirachta indica  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
307 to 308 
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Activity of Barleria lupulina  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
309 to 310 

Activity of Bauhinia racemosa  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
311 to 312 

Activity of Bauhinia variegate against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
313 to 314 

Activity of Bidens pilosa  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
315 to 316 

Activity of Cedrus libani  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
317 to 318 

Activity of Cissus quadrangularis  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
319 to 320 

Activity of Conyza aegyptica  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
321 to 322 

Activity of Cyperus rotundus  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
323 to 324 

Activity of Euphorbia peplus  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
325 to 326 

Activity of Glycyrrhiza glabra  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
327 to 328 

Activity of Heliotropium marifolium  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
329 to 330 

Activity of Holoptelea integrifolia  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
331 to 332 

Activity of Houttuynia cordata  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
333 to 334 
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Activity of Hypericum hookerianum  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
335 to 336 

Activity of Hypericum mysorense against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
337 to 338 

Activity of Lippia alba  against Herpes through deactivation of Thymidine Kinase 

of  Herpes Simplex virus (1KIM) 
339 to 340 

Activity of Melia azaderach  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
341 to 342 

Activity of Mentha piperata against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
343 to 344 

Activity of Momordia charantia  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
345 to 346 

Activity of Moringa oleifera  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
347 to 348 

Activity of Myrica rubra   against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
349 to 350 

Activity of Neerium indicum  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
351 to 352 

Activity of Peganum harmala against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
353 to 354 

Activity of Phyllanthus emblica  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
355 to 356 

Activity of Phyllanthus urinaria  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
357 to 358 

Activity of Pinus massoniana against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
359 to 360 
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Activity of Plantago major  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
361 to 362 

Activity of Portulaca oleracea  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
363 to 364 

Activity of Salvia officinalis  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
365 to 366 

Activity of Santalum album  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
367 to 368 

Activity of Scinaia hatei  against Herpes through deactivation of Thymidine Kinase 

of  Herpes Simplex virus (1KIM) 
369 to 370 

Activity of Scoparia dulcis  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
371 to 372 

Activity of Solanum torvum  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
373 to 374 

Activity of Sorghum bicolor  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
375 to 376 

Activity of Strobilanthus cusia  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
377 to 378 

Activity of Swertia chirata  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
379 to 380 

Activity of Syzygium aromaticum  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
381 to 382 

Activity of Syzygium jambos against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
383 to 384 

Activity of Taracetium vulgare  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
385 to 386 
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Activity of Usnea complanta  against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
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Activity of Ventilago denticulate  against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 
389 to 390 

Activity of Withania somnifera against Herpes through deactivation of Thymidine 

Kinase of  Herpes Simplex virus (1KIM) 
391 to 392 
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Activity of Pandanus amaryllifolius against Herpes through deactivation of 

Herpes Simplex virus type 1 DNA polymerase (2GV9) 
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Abstract: An in-silico study was performed to determine the activity of Pandanus amaryllifolius 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ellagic acid helped to prevent Herpes. 

 

Introduction: Pandanus amaryllifolius is known for its medicinal activities. The leaves are used 

in the perfume industry and traditional medicine to treat diseases like cough, asthma, herpes and 

diarrhea. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Pandanales 

Family   Pandanaceae 

Genus   Pandanus 

Species amaryllifolius 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Peonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid -12.34 -15.39 Positive 

Gallic acid Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ellagic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pandanus amaryllifolius can prevent 

Herpes due to the presence of Ellagic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Activity of Adansonia digitata against Herpes through deactivation of Herpes 
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Abstract: An in-silico study was performed to determine the activity of Adansonia digitata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Capsaicin helped to prevent Herpes. 

 

Introduction: Adansonia digitata is known for its medicinal activities. The various parts of the 

plant (leaves, bark and seeds) are used to cure tuberculosis, fever, microbial infections, diarrhea 

and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Malvales 

Family   Bombacaceae 

Genus   Adansonia 

Species digitata 

 

Major phytochemicals present in the plant are: 

a. Resveratrol 

b. Phenyl isothiocyanate 

c. Capsaicin 

d. Peonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

4 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Resveratrol Not Applicable Not Applicable Failed 

Phenyl isothiocyanate Not Applicable Not Applicable Failed 

Capsaicin -11.05 -18.36 Positive 

Peonidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Capsaicin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Adansonia digitata can prevent Herpes 

due to the presence of Capsaicin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aglai odorata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Myricetin helped to prevent Herpes. 

 

Introduction: Aglai odorata is known for its medicinal activities. Aglaia species are used in 

traditional medicine: leaves to treat wounds, fever, headache, asthma, jaundice, and as a tonic e.g. 

after childbirth; flowers against fever, asthma, jaundice and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Aglai 

Species odorata 

 

Major phytochemicals present in the plant are: 

a. Morphine 

b. Myricetin 

c. Peonidin 

d. Benzyl isothiocyanate 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Morphine Not Applicable Not Applicable Failed 

Myricetin -9.66 -12.81 Positive 

Peonidin Not Applicable Not Applicable Failed 

Benzyl isothiocyanate Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aglai odorata can prevent Herpes due to 

the presence of Myricetin. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aloe vera against Herpes. 

Molecular docking using Biovia Discovery Studio was performed to identify the phytochemical 

responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme. It was 

found that Salicylic acid helped to prevent Herpes. 

 

Introduction: Aloe vera is known for its medicinal activities. Aloe vera used to cure herpes, weak 

digestion, general weakness, anaemia, bloating,       stomach ulcers and gum disease. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Liliopsida 

Order    Liliales 

Family   Aloeaceae 

Genus   Aloe 

Species vera 

 

Major phytochemicals present in the plant are: 

a. Phytoene 

b. Salicylic acid 

c. Sitosterol 

d. Lupeol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Phytoene Not Applicable Not Applicable Failed 

Salicylic acid -14.28 -18.22 Positive 

Sitosterol Not Applicable Not Applicable Failed 

Lupeol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Salicylic acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aloe vera can prevent Herpes due to the 

presence of Salicylic acid. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Andrographis paniculata 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Genistein helped to prevent Herpes. 

 

Introduction: Andrographis paniculata is known for its medicinal activities. A. paniculata has 

been used in Siddha and Ayurvedic medicine. It is promoted   as a dietary supplement for cancer 

prevention and cure. In the traditional medicine of India, A. paniculata has also been used for 

jaundice therapy. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Lamiales 

Family   Acanthaceae 

Genus   Andrographis 

Species paniculata 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -12.55 -15.45 Positive 

Daidzein Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Andrographis paniculata can prevent 

Herpes due to the presence of Genistein. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Atlantia sp. against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ellagic acid helped to prevent Herpes. 

 

Introduction: Atlantia sp. is known for its medicinal activities. The flowers, fruit and roots are 

used to cure herpes, jaundice, fever, headache and asthma. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Rutaceae 

Genus   Atalantia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Ellagic acid -11.84 -21.37 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ellagic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Atlantia sp. can prevent Herpes due to 

the presence of Ellagic acid. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Azadirachta indica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tocopherol helped to prevent Herpes. 

 

Introduction: Azadirachta indica is known for its medicinal activities. Neem has an anti-

inflammatory property which helps reduces acne, herpes, skin blemishes and malaria. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Azadirachta 

Species indica 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Isorhamnetin 

c. Rutin 

d. Azadirichtin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol -11.51 -19.38 Positive 

Isorhamnetin Not Applicable Not Applicable Failed 

Rutin Not Applicable Not Applicable Failed 

Azadirichtin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tocopherol helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Azadirachta indica can prevent Herpes 

due to the presence of Tocopherol. Experimental studies are required to validate the results 

obtained by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

15 

Activity of Barleria lupulina against Herpes through deactivation of Herpes 

Simplex virus type 1 DNA polymerase (2GV9) 

Aditya Satapathy1, Sujit Mishra2 

1180705180031@cutm.ac.in 

2sujit.mishra@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Barleria lupulina against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Epicatechin helped to prevent Herpes. 

 

Introduction: Barleria lupulina is known for its medicinal activities. The flowers are used 

internally for the treatment of migraine, internal abscesses, oedema, haemoptysis, herpes, urethral 

discharges, seminal disorders and reduce obesity. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Scrophulariales 

Family   Acanthaceae 

Genus   Barleria 

Species lupulina 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Epicatechin 

c. Coumarin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Epicatechin -12.11 -19.08 Positive 

Coumarin Not Applicable Not Applicable Failed 

Ferulic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Epicatechin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Barleria lupulina can prevent Herpes due 

to the presence of Epicatechin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia racemosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Bauhinia racemosa is known for its medicinal activities. Bauhinia racemosa leaves 

have been used in the treatment of asthma traditionally because of their antihistaminic action it 

also used to cure herpes and  urethral discharges. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Digoxin 

c. Rosmarinic acid 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Rosmarinic acid Not Applicable Not Applicable Failed 

Tannic acid -9.67 -16.18 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia racemosa can prevent Herpes 

due to the presence of Tannic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia variegate against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Lycopene helped to prevent Herpes. 

 

Introduction: Bauhinia variegate is known for its medicinal activities. The bark decoction is used 

for diarrhoea control, as an astringent alternative and for treating scrofula, herpes, skin diseases 

and ulcers. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species variegata 

 

Major phytochemicals present in the plant are: 

a. Cryptoxanthin 

b. Carotene 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Cryptoxanthin Not Applicable Not Applicable Failed 

Carotene Not Applicable Not Applicable Failed 

Lutein Not Applicable Not Applicable Failed 

Lycopene -9.63 -17.95 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Lycopene helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia variegate can prevent Herpes 

due to the presence of Lycopene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bidens pilosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Apigenin helped to prevent Herpes. 

 

Introduction: Bidens pilosa is known for its medicinal activities. Roots, leaves and seed have 

been reported to possess antibacterial, antidysenteric, anti-inflammatory, antimicrobial, herpes, 

antimalarial, diuretic, hepato-protective and hypotensive activities. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Bidens 

Species pilosa 

 

Major phytochemicals present in the plant are: 

a. Eugenol 

b. Apigenin 

c. Luteolin 

d. Carnosic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

22 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Eugenol Not Applicable Not Applicable Failed 

Apigenin -12.18 -19.37 Positive 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Apigenin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bidens pilosa can prevent Herpes due to 

the presence of Apigenin. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cedrus libani against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Eugenol helped to prevent Herpes. 

 

Introduction: Cedrus libani is known for its medicinal activities. It is traditionally used to treat 

diseases like arteriosclerosis, water retention, herpes, lymphatic damage, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Cedrus 

Species libani 

 

Major phytochemicals present in the plant are: 

a. Luteolin 

b. Carnosic acid 

c. Eugenol 

d. Salicylic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid Not Applicable Not Applicable Failed 

Eugenol -14.09 -19.22 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Eugenol helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cedrus libani can prevent Herpes due to 

the presence of Eugenol. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cissus quadrangularis 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Naringin helped to prevent Herpes. 

 

Introduction: Cissus quadrangularis is known for its medicinal activities. The roots and stems are 

most useful for healing of fracture of the bones. The stem is bitter; it is given internally and applied 

topically in broken bones, used in complaints of the back and spine.  A paste of stem is useful for 

muscular pains and herpes. The plant has been documented in Ayurveda for the treatment of 

osteoarthritis, rheumatoid arthritis and osteoporosis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Vitales 

Family   Vitacea 

Genus   Cissus 

Species quadrangularis 

 

Major phytochemicals present in the plant are: 

a. Lupeol 

b. Ferulic acid 

c. Hesperidin 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lupeol Not Applicable Not Applicable Failed 

Ferulic acid Not Applicable Not Applicable Failed 

Hesperidin Not Applicable Not Applicable Failed 

Naringin -11.84 -19.14 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Naringin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cissus quadrangularis can prevent Herpes 

due to the presence of Naringin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Conyza aegyptica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Conyza aegyptica is known for its medicinal activities. The whole plants used to 

treat herpes, wound, skin diseases and toothache. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Dicotyledonae 

Order    Asterales 

Family   Asteraceae 

Genus   Conyza 

Species aegyptiaca 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Epicatechin 

c. Catechin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Epicatechin -16.33 -22.34 Positive 

Catechin Not Applicable Not Applicable Failed 

Limonene -11.88 -18.91 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Conyza aegyptica can prevent Herpes due 

to the presence of Limonene. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cyperus rotundus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ellagic acid and Pelargonidin helped to prevent Herpes. 

 

Introduction: Cyperus rotundus is known for its medicinal activities. It is a medicinal herb 

traditionally used to treat various clinical conditions at home such as diarrhea, diabetes, pyresis, 

herpes, inflammation, malaria, and stomach and bowel disorders. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Cyperaceae 

Genus   Cyperus 

Species rotundus 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid -16.81 -20.37 Positive 

Gallic acid Not Applicable Not Applicable Failed 

Pelargonidin -11.04 -18.46 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ellagic 

acid and Pelargonidin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cyperus rotundus can prevent Herpes due 

to the presence of Ellagic acid and Pelargonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Euphorbia peplus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Lutein and Digoxin helped to prevent Herpes. 

 

Introduction: Euphorbia peplus is known for its medicinal activities. The plant is administered in 

the form of herbal tea as diuretic, laxative and emollient. It is also used for the treatment of asthma 

and bronchitis, as it relaxes the smooth muscles of bronchi. It is recommended against dry cough, 

herpes, runny nose and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Euphorbiaceae 

Genus   Euphorbia 

Species peplus 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

32 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein -12.34 -14.39 Positive 

Digoxin -9.67 -15.01 Positive 

Tannic acid Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Lutein 

and Digoxin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Euphorbia peplus can prevent Herpes due 

to the presence of Lutein and Digoxin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Glycyrrhiza glabra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tangeretin helped to prevent Herpes. 

 

Introduction: Glycyrrhiza glabra is known for its medicinal activities. Traditionally used to treat 

many diseases, such as respiratory disorders, hyperdipsia, epilepsy, fever, sexual debility, 

paralysis, stomach ulcers, rheumatism, skin diseases, hemorrhagic diseases, and jaundice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Glycyrrhiza 

Species glabra 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Alliin Not Applicable Not Applicable Failed 

Tangeretin -12.08 -18.39 Positive 

Campesterol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Glycyrrhiza glabra can prevent Herpes 

due to the presence of Tangeretin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Heliotropium marifolium 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Linamarin helped to prevent Herpes. 

 

Introduction: Heliotropium marifolium is known for its medicinal activities. Heliotropium 

marifolium is used against syphilis, asthma, herpes, UTI and wound. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Boraginales 

Family   Boraginaceae 

Genus   Heliotropium 

Species marifolium 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol Not Applicable Not Applicable Failed 

Linamarin -14.89 -19.42 Positive 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Linamarin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Heliotropium marifolium can prevent 

Herpes due to the presence of Linamarin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Holoptelea integrifolia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Malvidin helped to prevent Herpes. 

 

Introduction: Holoptelea integrifolia is known for its medicinal activities. The plant Holoptelea 

integrifolia is used traditionally for the treatment of inflammation, gastritis, dyspepsia, colic, 

intestinal worms, vomiting, wound healing, leprosy, diabetes, hemorrhoids, herpes, dysmenorrhea, 

and rheumatism. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Ulmaceae 

Genus   Holoptelea 

Species integrifolia 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

Glutathione Not Applicable Not Applicable Failed 

Malvidin -16.33 -19.84 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Holoptelea integrifolia can prevent 

Herpes due to the presence of Malvidin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Houttuynia cordata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tangeretin and Limonene helped to prevent Herpes. 

 

Introduction: Houttuynia cordata is known for its medicinal activities. It is used as a fresh herbal 

garnish. In northeastern India, it is commonly used in salads and as a garnish over side dishes. The 

tender roots can also be ground into chutneys along with dry meat or fish, chilies, and tamarind. It 

is taken raw as salad and cooked along with fish as fish curry. In Japan and Korea, its dried leaves 

may be used as a tea. Houttuynia cordata was used in traditional Chinese medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Piperales 

Family   Saururaceae 

Genus   Houttuynia 

Species cordata 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin -12.38 -15.67 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

Limonene -11.44 -16.82 Positive 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin and Limonene helped deactivate the Herpes Simplex virus type 1 DNA polymerase 

(2GV9) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Houttuynia cordata can prevent Herpes 

due to the presence of Tangeretin and Limonene. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum hookerianum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Salicylic acid and Astaxanthin helped to prevent Herpes. 

 

Introduction: Hypericum hookerianum is known for its medicinal activities. It was recommended 

in the first century by Greek physicians as a diuretic, wound-healer, and treatment for menstrual 

disorders. It has been used as an anti-inflammatory, anti-bacterial, disinfectant, and a remedy for 

disorders of the respiratory tract and gall bladder and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species hookerianum 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Salicylic acid 

c. Ursolic acid 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin Not Applicable Not Applicable Failed 

Salicylic acid -12.37 -17.08 Positive 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin -11.38 -17.22 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Salicylic acid and Astaxanthin helped deactivate the Herpes Simplex virus type 1 DNA polymerase 

(2GV9) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum hookerianum can prevent 

Herpes due to the presence of Salicylic acid and Astaxanthin. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum mysorense 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ursolic acid and Astaxanthin helped to prevent Herpes. 

 

Introduction: Hypericum mysorense is known for its medicinal activities. Hypericum mysorense 

has been used to treat wounds and herpes as part of the Ayurvedic system of traditional medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species mysorense 

 

Major phytochemicals present in the plant are: 

a. Ursolic acid 

b. Astaxanthin 

c. Sitosterol 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ursolic acid -15.02 -18.34 Positive 

Astaxanthin Not Applicable Not Applicable Failed 

Sitosterol Not Applicable Not Applicable Failed 

Astaxanthin -11.84 -19.63 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid and Astaxanthin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum mysorense can prevent 

Herpes due to the presence of Ursolic acid and Astaxanthin. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Lippia alba against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Caffeine and Ascorbic acid helped to prevent Herpes. 

 

Introduction: Lippia alba is known for its medicinal activities. A tea made from the leaves is used 

to treat intestinal and respiratory disturbances, including influenza and herpes. A well-sugared 

infusion is drunk to bring relief of heart problems and to soothe tachycardia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Lamiales 

Family   Verbenaceae 

Genus   Lippia 

Species alba 

 

Major phytochemicals present in the plant are: 

a. Pelargonidin 

b. Caffeine 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelargonidin Not Applicable Not Applicable Failed 

Caffeine -14.22 -16.33 Positive 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid -11.37 -14.95 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Caffeine and Ascorbic acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase 

(2GV9) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Lippia alba can prevent Herpes due to the 

presence of Caffeine and Ascorbic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Melia azaderach against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Zingiberene helped to prevent Herpes. 

 

Introduction: Melia azaderach is known for its medicinal activities. The leaf juice is anthelmintic, 

antilithic, diuretic, herpes and emmenagogue. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Melia 

Species azedarach 

 

Major phytochemicals present in the plant are: 

a. Zingiberene 

b. Ursolic acid 

c. Astaxanthin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Zingiberene -9.66 -12.84 Positive 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Zingiberene helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Melia azaderach can prevent Herpes due 

to the presence of Zingiberene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Mentha piperata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Sulforaphane and Tannic acid helped to prevent Herpes. 

 

Introduction: Mentha piperata is known for its medicinal activities. It is used for treatment of a 

variety of conditions, including irritable bowel syndrome (IBS), nausea, herpes and other digestive 

issues, as well as the common cold and headaches. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Mentha 

Species piperata 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Carotene 

c. Digoxin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane -10.95 -15.66 Positive 

Carotene Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Tannic acid -14.38 -19.33 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane and Tannic acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase 

(2GV9) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Mentha piperata can prevent Herpes due 

to the presence of Sulforaphane and Tannic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Momordia charantia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Curcumin helped to prevent Herpes. 

 

Introduction: Momordia charantia is known for its medicinal activities. Juice of the leaves is used 

to treat piles and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Cucurbitales 

Family   Cucurbitaceae 

Genus   Momordia 

Species charantia 

 

Major phytochemicals present in the plant are: 

a. Curcumin 

b. Ascorbic acid 

c. Sulforaphane 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Curcumin -15.84 -17.92 Positive 

Ascorbic acid Not Applicable Not Applicable Failed 

Sulforaphane Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Curcumin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Momordia charantia can prevent Herpes 

due to the presence of Curcumin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Moringa oleifera against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Lycopene helped to prevent Herpes. 

 

Introduction: Moringa oleifera is known for its medicinal activities. Various parts of this plant 

such as the leaves, roots, seed, bark, fruit, flowers and immature pods act as cardiac and circulatory 

stimulants, possess antitumor, antipyretic, antiepileptic, antiinflammatory, herpes, antiulcer, 

antispasmodic, diuretic, antihypertensive, cholesterol lowering. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Brassicales 

Family   Moringaceae 

Genus   Moringa 

Species oleifera 

 

Major phytochemicals present in the plant are: 

a. Isorhamnetin 

b. Rosmarinic acid 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Isorhamnetin Not Applicable Not Applicable Failed 

Rosmarinic acid Not Applicable Not Applicable Failed 

Lutein Not Applicable Not Applicable Failed 

Lycopene -13.11 -17.29 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Lycopene helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Moringa oleifera can prevent Herpes due 

to the presence of Lycopene. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Myrica rubra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Mangiferin helped to prevent Herpes. 

 

Introduction: Myrica rubra is known for its medicinal activities. The stem bark is used as a wash 

in the treatment of arsenic poisoning, skin diseases, wounds and ulcers. The fruit is carminative, 

herpes, pectoral and stomachic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fagales 

Family   Myricaceae 

Genus   Myrica 

Species rubra 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Tannic acid 

c. Mangiferin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

Mangiferin -18.32 -24.39 Positive 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Mangiferin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Myrica rubra can prevent Herpes due to 

the presence of Mangiferin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Neerium indicum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Curcumin helped to prevent Herpes. 

 

Introduction: Neerium indicum is known for its medicinal activities. Nerium indicum has many 

medicinal properties like bitter, acrid, astringent, anthelmintic, aphrodisiac, stomachic, febrifuge, 

diuretic, emetic, expectorant, cardio tonic, anticancer etc which is used in the treatment of cardiac 

asthma, renal and vesicle calculi, chronic stomach, skin related problems, snake bites joint pains, 

leprosy, cancer, ulcers etc. Leaves and flowers are also used to treat malaria. Leaves and bark is 

treated as insecticide, rat poison and parasitic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Apocynaceae 

Genus   Nerium 

Species indicum 

 

Major phytochemicals present in the plant are: 

a. Myricetin 

b. Peonidin 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Myricetin Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Curcumin -14.58 -19.63 Positive 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Curcumin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Neerium indicum can prevent Herpes due 

to the presence of Curcumin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Peganum harmala against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Quercetin helped to prevent Herpes. 

 

Introduction: Peganum harmala is known for its medicinal activities. It has been used as an 

analgesic, emmenagogue, and abortifacient agent. Leaf was used to cure herpes. In a certain region 

of India the root was applied to kill body lice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Nitrariaceae 

Genus   Peganum 

Species harmala 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Myricetin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Myricetin Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

Quercetin -8.67 -15.94 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Quercetin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Peganum harmala can prevent Herpes 

due to the presence of Quercetin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus emblica 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Malvidin helped to prevent Herpes. 

 

Introduction: Phyllanthus emblica is known for its medicinal activities. Seeds of the fruits are 

used in treatment of asthma, herpes and bronchitis. The leaves are used as fodder. Alcoholic extract 

of the fruit is anti–viral. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species emblica 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Myricetin 

c. Ursolic acid 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin -13.87 -16.78 Positive 

Myricetin Not Applicable Not Applicable Failed 

Ursolic acid Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus emblica can prevent Herpes 

due to the presence of Malvidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus urinaria 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ursolic acid helped to prevent Herpes. 

 

Introduction: Phyllanthus urinaria is known for its medicinal activities. It is used in folk medicine 

as a cure to treat jaundice, herpes, diabetes, malaria, and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species urinaria 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Ursolic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Ursolic acid -15.67 -18.97 Positive 

Limonene Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus urinaria can prevent Herpes 

due to the presence of Ursolic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Pinus massoniana against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Genistein helped to prevent Herpes. 

 

Introduction: Pinus massoniana is known for its medicinal activities. The chopped or decocted 

leaves are used in the treatment of rheumatism, herpes and intestinal parasites. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Pinus 

Species massoniana 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Peonidin 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -11.12 -17.82 Positive 

Daidzein Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pinus massoniana can prevent Herpes due 

to the presence of Genistein. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Plantago major against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Daidzein and Gallic acid helped to prevent Herpes. 

 

Introduction: Plantago major is known for its medicinal activities. Plantago major is used in 

wound healing and the leaves were used as a remedy of wounds and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Plantago 

Species major 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein -13.67 -19.33 Positive 

Gallic acid -11.27 -18.82 Positive 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Daidzein and Gallic acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase 

(2GV9) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Plantago major can prevent Herpes due 

to the presence of Daidzein and Gallic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Portulaca oleracea against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ajoene helped to prevent Herpes. 

 

Introduction: Portulaca oleracea is known for its medicinal activities. Portulaca oleracea has been 

used as a folk medicine in many countries, acting as a febrifuge, antiseptic, herpes and vermifuge. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Caryophyllales 

Family   Portulacaceae 

Genus   Portulaca 

Species oleracea 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene -12.41 -19.37 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ajoene 

helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Portulaca oleracea can prevent Herpes 

due to the presence of Ajoene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Salvia officinalis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Coumarin helped to prevent Herpes. 

 

Introduction: Salvia officinalis is known for its medicinal activities. S. officinalis has been used 

for the treatment of different kinds of disorders including seizure, ulcers, gout, rheumatism, herpes, 

inflammation, dizziness, tremor, paralysis, diarrhea, and hyperglycemia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Salvia 

Species officinalis 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Epicatechin 

c. Coumarin 

d. Proanthocyanidins 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Coumarin -12.39 -18.47 Positive 

Proanthocyanidins Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Coumarin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Salvia officinalis can prevent Herpes due 

to the presence of Coumarin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Santalum album against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Rutin and Ferulic acid helped to prevent Herpes. 

 

Introduction: Santalum album is known for its medicinal activities. Sandalwood oil has been 

widely used in folk medicine for treatment of common colds, bronchitis, skin disorders, heart 

ailments, general weakness, fever, herpes, infection of the urinary tract, inflammation of the mouth 

and pharynx, liver and gallbladder complaints and other maladies. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Santalales 

Family   Santalaceae 

Genus   Santalum 

Species album 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Isorhamnetin 

c. Rutin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Isorhamnetin Not Applicable Not Applicable Failed 

Rutin -9.37 -14.58 Positive 

Ferulic acid -12.47 -18.37 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Rutin 

and Ferulic acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Santalum album can prevent Herpes due 

to the presence of Rutin and Ferulic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scinaia hatei against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tangeretin helped to prevent Herpes. 

 

Introduction: Scinaia hatei is known for its medicinal activities. It helps to treat herpes, dengue, 

myalgia, pancreatitis, cardiac arrhythmia, and hepatitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Rhodophyta 

Class   Florideophyceae 

Order    Nemalionales 

Family   Chaetangiaceae 

Genus   Scinaia 

Species hatei 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Alliin 

c. Tangeretin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Alliin Not Applicable Not Applicable Failed 

Tangeretin -12.14 -21.84 Positive 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scinaia hatei can prevent Herpes due to 

the presence of Tangeretin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scoparia dulcis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Digoxin helped to prevent Herpes. 

 

Introduction: Scoparia dulcis is known for its medicinal activities. It is considered a weed in 

many areas but used as medicinal herb for a wide range of uses including treatment for digestive 

problems, pulmonary conditions, fever, skin disorders, hypertension, hemorrhoids, diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Scoparia 

Species dulcis 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Digoxin 

c. Rosmarinic acid 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Digoxin -14.66 -18.84 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Campesterol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scoparia dulcis can prevent Herpes due 

to the presence of Digoxin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Solanum torvum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Malvidin helped to prevent Herpes. 

 

Introduction: Solanum torvum is known for its medicinal activities. Fruit and leaf decoction is 

used to treat cough, herpes and to treat liver and spleen enlargement. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Solanum 

Species torvum 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol Not Applicable Not Applicable Failed 

Linamarin Not Applicable Not Applicable Failed 

Glutathione Not Applicable Not Applicable Failed 

Malvidin -11.84 -16.38 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Solanum torvum can prevent Herpes due 

to the presence of Malvidin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Sorghum bicolor against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Sorghum bicolor is known for its medicinal activities. Seed extracts are drunk to 

treat hepatitis and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Poaceae 

Genus   Sorghum 

Species bicolor 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene -12.5 -17.28 Positive 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Sorghum bicolor can prevent Herpes due 

to the presence of Limonene. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Strobilanthus cusia against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tangeretin and Epicatechin helped to prevent Herpes. 

 

Introduction: Strobilanthus cusia is known for its medicinal activities. It is used for influenza, 

herpes, epidemic cerebrospinal meningitis, encephalitis B, viral pneumonia and mumps. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Acanthaceae 

Genus   Strobilanthus 

Species cusia 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Epicatechin 

d. Catechin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin -14.22 -18.08 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

Epicatechin -12.44 -15.75 Positive 

Catechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin and Epicatechin helped deactivate the Herpes Simplex virus type 1 DNA polymerase 

(2GV9) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Strobilanthus cusia can prevent Herpes 

due to the presence of Tangeretin and Epicatechin. Experimental studies are required to validate 

the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Swertia chirata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that -12.08 helped to prevent Herpes. 

 

Introduction: Swertia chirata is known for its medicinal activities. People use the parts that grow 

above the ground to make medicine. Chirata is used for fever, constipation, herpes, upset stomach, 

loss of appetite, intestinal worms, skin diseases, and cancer. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Gentianaceae 

Genus   Swertia 

Species chirayita 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Limonene 

c. Naringin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine -12.08 -12.19 Positive 

Limonene Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that -12.08 

helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Swertia chirata can prevent Herpes due 

to the presence of -12.08. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium aromaticum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Syzygium aromaticum is known for its medicinal activities. Traditionally, cloves 

have been used for centuries in the treatment of vomiting; flatulence; nausea; liver, herpes, bowel 

and stomach disorders; and as a stimulant for the nerves. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species aromaticum 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Pelargonidin -12.39 -15.97 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium aromaticum can prevent 

Herpes due to the presence of Pelargonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium jambos against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Syzygium jambos is known for its medicinal activities. A decoction of the leaves 

is used as a diuretic, herpes, a remedy for sore eyes and for rheumatism. The seeds are used to treat 

diarrhoea, dysentery, diabetes and catarrh. A decoction of bark is administered to relieve asthma 

and bronchitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species jambos 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Tannic acid -13.28 -17.21 Positive 

Theobromine Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium jambos can prevent Herpes 

due to the presence of Tannic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Taracetium vulgare 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Alliin helped to prevent Herpes. 

 

Introduction: Taracetium vulgare is known for its medicinal activities. In larger doses the plant 

can procure an abortion, though these doses can be poisonous. Externally, tansy is used as a 

poultice on swellings, herpes and some eruptive skin diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Taracetum 

Species vulgare 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Alliin -10.18 -19.74 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Alliin 

helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Taracetium vulgare can prevent Herpes 

due to the presence of Alliin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Usnea complanta against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Genistein helped to prevent Herpes. 

 

Introduction: Usnea complanta is known for its medicinal activities. It can sometimes be used as 

a bioindicator, because it tends to only grow in those regions where the air is clean, and of high 

quality. It is also used to cure herpes. 

The plant is classified as follows: 

Kingdom  Fungi 

Division   Ascomycota 

Class   Lecanoromycetes 

Order    Lecanorales 

Family   Asteraceae 

Genus   Usnea 

Species complanta 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -13.64 -23.11 Positive 

Daidzein Not Applicable Not Applicable Failed 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Usnea complanta can prevent Herpes due 

to the presence of Genistein. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Ventilago denticulate 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Ferulic acid helped to prevent Herpes. 

 

Introduction: Ventilago denticulate is known for its medicinal activities. Stem bark is powdered 

and mixed with sesame oil, externally applied to skin diseases and sprains. Root bark—used for 

atonic dyspepsia, mild fever, herpes and debility. Sap is used for the treatment of deafness. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Rhamnaceae 

Genus   Ventilago 

Species denticulate 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Hesperidin 

c. Ferulic acid 

d. Epicatechin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Hesperidin Not Applicable Not Applicable Failed 

Ferulic acid -16.84 -19.77 Positive 

Epicatechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ferulic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Ventilago denticulate can prevent Herpes 

due to the presence of Ferulic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Withania somnifera 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus type 1 DNA polymerase (2GV9) 

enzyme. It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Withania somnifera is known for its medicinal activities. The medicinal plants are 

widely used by the traditional medical practitioners for curing various diseases like diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Withania 

Species somnifera 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Tannic acid 

c. Rosmarinic acid 

d. Cryptoxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus type 1 DNA polymerase (2GV9) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus type 1 DNA polymerase (2GV9) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Tannic acid -11.67 -19.38 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Cryptoxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Herpes Simplex virus type 1 DNA polymerase (2GV9) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Withania somnifera can prevent Herpes 

due to the presence of Tannic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Pandanus amaryllifolius 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Limonene helped to prevent Herpes. 

 

Introduction: Pandanus amaryllifolius is known for its medicinal activities. The leaves are used 

in the perfume industry and traditional medicine to treat diseases like cough, asthma, herpes and 

diarrhea. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Pandanales 

Family   Pandanaceae 

Genus   Pandanus 

Species amaryllifolius 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Peonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Limonene -15.99 -19.18 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pandanus amaryllifolius can prevent 

Herpes due to the presence of Limonene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Adansonia digitata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Resveratrol and Peonidin helped to prevent Herpes. 

 

Introduction: Adansonia digitata is known for its medicinal activities. The various parts of the 

plant (leaves, bark and seeds) are used to cure tuberculosis, fever, microbial infections, diarrhea 

and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Malvales 

Family   Bombacaceae 

Genus   Adansonia 

Species digitata 

 

Major phytochemicals present in the plant are: 

a. Resveratrol 

b. Phenyl isothiocyanate 

c. Capsaicin 

d. Peonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Resveratrol -10.56 -12.37 Positive 

Phenyl isothiocyanate Not Applicable Not Applicable Failed 

Capsaicin Not Applicable Not Applicable Failed 

Peonidin -8.37 -15.34 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Resveratrol and Peonidin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Adansonia digitata can prevent Herpes 

due to the presence of Resveratrol and Peonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aglai odorata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Myricetin and Benzyl isothiocyanate helped to prevent Herpes. 

 

Introduction: Aglai odorata is known for its medicinal activities. Aglaia species are used in 

traditional medicine: leaves to treat wounds, fever, headache, asthma, jaundice, and as a tonic e.g. 

after childbirth; flowers against fever, asthma, jaundice and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Aglai 

Species odorata 

 

Major phytochemicals present in the plant are: 

a. Morphine 

b. Myricetin 

c. Peonidin 

d. Benzyl isothiocyanate 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Morphine Not Applicable Not Applicable Failed 

Myricetin -15.37 -21.52 Positive 

Peonidin Not Applicable Not Applicable Failed 

Benzyl isothiocyanate -12.07 -15.45 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin and Benzyl isothiocyanate helped deactivate the Herpes Simplex virus Type II Protease 

(1AT3) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aglai odorata can prevent Herpes due to 

the presence of Myricetin and Benzyl isothiocyanate. Experimental studies are required to validate 

the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aloe vera against Herpes. 

Molecular docking using Biovia Discovery Studio was performed to identify the phytochemical 

responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. It was found that 

Phytoene helped to prevent Herpes. 

 

Introduction: Aloe vera is known for its medicinal activities. Aloe vera used to cure herpes, weak 

digestion, general weakness, anaemia, bloating,       stomach ulcers and gum disease. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Liliopsida 

Order    Liliales 

Family   Aloeaceae 

Genus   Aloe 

Species vera 

 

Major phytochemicals present in the plant are: 

a. Phytoene 

b. Salicylic acid 

c. Sitosterol 

d. Lupeol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Phytoene -18.37 -21.77 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

Sitosterol Not Applicable Not Applicable Failed 

Lupeol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Phytoene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aloe vera can prevent Herpes due to the 

presence of Phytoene. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Andrographis paniculata 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Genistein and Daidzein helped to prevent Herpes. 

 

Introduction: Andrographis paniculata is known for its medicinal activities. A. paniculata has 

been used in Siddha and Ayurvedic medicine. It is promoted   as a dietary supplement for cancer 

prevention and cure. In the traditional medicine of India, A. paniculata has also been used for 

jaundice therapy. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Lamiales 

Family   Acanthaceae 

Genus   Andrographis 

Species paniculata 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -8.91 -10.83 Positive 

Daidzein -12.32 -14.88 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein and Daidzein helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Andrographis paniculata can prevent 

Herpes due to the presence of Genistein and Daidzein. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Atlantia sp. against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Gallic acid helped to prevent Herpes. 

 

Introduction: Atlantia sp. is known for its medicinal activities. The flowers, fruit and roots are 

used to cure herpes, jaundice, fever, headache and asthma. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Rutaceae 

Genus   Atalantia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene Not Applicable Not Applicable Failed 

Gallic acid -12.97 -21.87 Positive 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Gallic 

acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Atlantia sp. can prevent Herpes due to 

the presence of Gallic acid. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Azadirachta indica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Tocopherol and Isorhamnetin helped to prevent Herpes. 

 

Introduction: Azadirachta indica is known for its medicinal activities. Neem has an anti-

inflammatory property which helps reduces acne, herpes, skin blemishes and malaria. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Azadirachta 

Species indica 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Isorhamnetin 

c. Rutin 

d. Azadirichtin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

112 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol -11.3 -18.33 Positive 

Isorhamnetin -15.38 -21.88 Positive 

Rutin Not Applicable Not Applicable Failed 

Azadirichtin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tocopherol and Isorhamnetin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Azadirachta indica can prevent Herpes 

due to the presence of Tocopherol and Isorhamnetin. Experimental studies are required to validate 

the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Barleria lupulina against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Coumarin helped to prevent Herpes. 

 

Introduction: Barleria lupulina is known for its medicinal activities. The flowers are used 

internally for the treatment of migraine, internal abscesses, oedema, haemoptysis, herpes, urethral 

discharges, seminal disorders and reduce obesity. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Scrophulariales 

Family   Acanthaceae 

Genus   Barleria 

Species lupulina 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Epicatechin 

c. Coumarin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

114 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Coumarin -14.91 -21.33 Positive 

Ferulic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Coumarin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Barleria lupulina can prevent Herpes due 

to the presence of Coumarin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia racemosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Sulforaphane and Digoxin helped to prevent Herpes. 

 

Introduction: Bauhinia racemosa is known for its medicinal activities. Bauhinia racemosa leaves 

have been used in the treatment of asthma traditionally because of their antihistaminic action it 

also used to cure herpes and  urethral discharges. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Digoxin 

c. Rosmarinic acid 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane -12.3 -15.33 Positive 

Digoxin -9.38 -14.88 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane and Digoxin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia racemosa can prevent Herpes 

due to the presence of Sulforaphane and Digoxin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia variegate against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Cryptoxanthin helped to prevent Herpes. 

 

Introduction: Bauhinia variegate is known for its medicinal activities. The bark decoction is used 

for diarrhoea control, as an astringent alternative and for treating scrofula, herpes, skin diseases 

and ulcers. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species variegata 

 

Major phytochemicals present in the plant are: 

a. Cryptoxanthin 

b. Carotene 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Cryptoxanthin -10.59 -18.37 Positive 

Carotene Not Applicable Not Applicable Failed 

Lutein Not Applicable Not Applicable Failed 

Lycopene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Cryptoxanthin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia variegate can prevent Herpes 

due to the presence of Cryptoxanthin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bidens pilosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Apigenin and Carnosic acid helped to prevent Herpes. 

 

Introduction: Bidens pilosa is known for its medicinal activities. Roots, leaves and seed have 

been reported to possess antibacterial, antidysenteric, anti-inflammatory, antimicrobial, herpes, 

antimalarial, diuretic, hepato-protective and hypotensive activities. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Bidens 

Species pilosa 

 

Major phytochemicals present in the plant are: 

a. Eugenol 

b. Apigenin 

c. Luteolin 

d. Carnosic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Eugenol Not Applicable Not Applicable Failed 

Apigenin -15.98 -21.66 Positive 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid -12.47 -15.88 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Apigenin and Carnosic acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bidens pilosa can prevent Herpes due to 

the presence of Apigenin and Carnosic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cedrus libani against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Eugenol helped to prevent Herpes. 

 

Introduction: Cedrus libani is known for its medicinal activities. It is traditionally used to treat 

diseases like arteriosclerosis, water retention, herpes, lymphatic damage, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Cedrus 

Species libani 

 

Major phytochemicals present in the plant are: 

a. Luteolin 

b. Carnosic acid 

c. Eugenol 

d. Salicylic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid Not Applicable Not Applicable Failed 

Eugenol -18.34 -21.39 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Eugenol helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cedrus libani can prevent Herpes due to 

the presence of Eugenol. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cissus quadrangularis 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Lupeol and Ferulic acid helped to prevent Herpes. 

 

Introduction: Cissus quadrangularis is known for its medicinal activities. The roots and stems are 

most useful for healing of fracture of the bones. The stem is bitter; it is given internally and applied 

topically in broken bones, used in complaints of the back and spine.  A paste of stem is useful for 

muscular pains and herpes. The plant has been documented in Ayurveda for the treatment of 

osteoarthritis, rheumatoid arthritis and osteoporosis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Vitales 

Family   Vitacea 

Genus   Cissus 

Species quadrangularis 

 

Major phytochemicals present in the plant are: 

a. Lupeol 

b. Ferulic acid 

c. Hesperidin 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lupeol -8.78 -10.58 Positive 

Ferulic acid -12.79 -14.17 Positive 

Hesperidin Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Lupeol 

and Ferulic acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cissus quadrangularis can prevent Herpes 

due to the presence of Lupeol and Ferulic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Conyza aegyptica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Epicatechin and Limonene helped to prevent Herpes. 

 

Introduction: Conyza aegyptica is known for its medicinal activities. The whole plants used to 

treat herpes, wound, skin diseases and toothache. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Dicotyledonae 

Order    Asterales 

Family   Asteraceae 

Genus   Conyza 

Species aegyptiaca 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Epicatechin 

c. Catechin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Epicatechin -19.98 -21.41 Positive 

Catechin Not Applicable Not Applicable Failed 

Limonene -9.47 -15.28 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Epicatechin and Limonene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Conyza aegyptica can prevent Herpes due 

to the presence of Epicatechin and Limonene. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cyperus rotundus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Cyperus rotundus is known for its medicinal activities. It is a medicinal herb 

traditionally used to treat various clinical conditions at home such as diarrhea, diabetes, pyresis, 

herpes, inflammation, malaria, and stomach and bowel disorders. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Cyperaceae 

Genus   Cyperus 

Species rotundus 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Pelargonidin -11.91 -18.33 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cyperus rotundus can prevent Herpes due 

to the presence of Pelargonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Euphorbia peplus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Lutein and Theobromine helped to prevent Herpes. 

 

Introduction: Euphorbia peplus is known for its medicinal activities. The plant is administered in 

the form of herbal tea as diuretic, laxative and emollient. It is also used for the treatment of asthma 

and bronchitis, as it relaxes the smooth muscles of bronchi. It is recommended against dry cough, 

herpes, runny nose and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Euphorbiaceae 

Genus   Euphorbia 

Species peplus 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein -11.56 -18.37 Positive 

Digoxin Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

Theobromine -10.37 -19.34 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Lutein 

and Theobromine helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Euphorbia peplus can prevent Herpes due 

to the presence of Lutein and Theobromine. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Glycyrrhiza glabra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Alliin and Campesterol helped to prevent Herpes. 

 

Introduction: Glycyrrhiza glabra is known for its medicinal activities. Traditionally used to treat 

many diseases, such as respiratory disorders, hyperdipsia, epilepsy, fever, sexual debility, 

paralysis, stomach ulcers, rheumatism, skin diseases, hemorrhagic diseases, and jaundice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Glycyrrhiza 

Species glabra 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Alliin -15.96 -21.01 Positive 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol -12.18 -15.87 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Alliin 

and Campesterol helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Glycyrrhiza glabra can prevent Herpes 

due to the presence of Alliin and Campesterol. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Heliotropium marifolium 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Campesterol helped to prevent Herpes. 

 

Introduction: Heliotropium marifolium is known for its medicinal activities. Heliotropium 

marifolium is used against syphilis, asthma, herpes, UTI and wound. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Boraginales 

Family   Boraginaceae 

Genus   Heliotropium 

Species marifolium 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol -18.3 -20.75 Positive 

Linamarin Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Campesterol helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Heliotropium marifolium can prevent 

Herpes due to the presence of Campesterol. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Holoptelea integrifolia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Naringin and Limonene helped to prevent Herpes. 

 

Introduction: Holoptelea integrifolia is known for its medicinal activities. The plant Holoptelea 

integrifolia is used traditionally for the treatment of inflammation, gastritis, dyspepsia, colic, 

intestinal worms, vomiting, wound healing, leprosy, diabetes, hemorrhoids, herpes, dysmenorrhea, 

and rheumatism. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Ulmaceae 

Genus   Holoptelea 

Species integrifolia 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin -12.91 -14.83 Positive 

Limonene -16.32 -19.88 Positive 

Glutathione Not Applicable Not Applicable Failed 

Malvidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Naringin and Limonene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Holoptelea integrifolia can prevent 

Herpes due to the presence of Naringin and Limonene. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Houttuynia cordata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Limonene helped to prevent Herpes. 

 

Introduction: Houttuynia cordata is known for its medicinal activities. It is used as a fresh herbal 

garnish. In northeastern India, it is commonly used in salads and as a garnish over side dishes. The 

tender roots can also be ground into chutneys along with dry meat or fish, chilies, and tamarind. It 

is taken raw as salad and cooked along with fish as fish curry. In Japan and Korea, its dried leaves 

may be used as a tea. Houttuynia cordata was used in traditional Chinese medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Piperales 

Family   Saururaceae 

Genus   Houttuynia 

Species cordata 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

Limonene -11.99 -19.87 Positive 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Houttuynia cordata can prevent Herpes 

due to the presence of Limonene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum hookerianum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Malvidin and Salicylic acid helped to prevent Herpes. 

 

Introduction: Hypericum hookerianum is known for its medicinal activities. It was recommended 

in the first century by Greek physicians as a diuretic, wound-healer, and treatment for menstrual 

disorders. It has been used as an anti-inflammatory, anti-bacterial, disinfectant, and a remedy for 

disorders of the respiratory tract and gall bladder and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species hookerianum 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Salicylic acid 

c. Ursolic acid 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin -18.35 -21.33 Positive 

Salicylic acid -12.38 -17.88 Positive 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin and Salicylic acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum hookerianum can prevent 

Herpes due to the presence of Malvidin and Salicylic acid. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum mysorense 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Sitosterol helped to prevent Herpes. 

 

Introduction: Hypericum mysorense is known for its medicinal activities. Hypericum mysorense 

has been used to treat wounds and herpes as part of the Ayurvedic system of traditional medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species mysorense 

 

Major phytochemicals present in the plant are: 

a. Ursolic acid 

b. Astaxanthin 

c. Sitosterol 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

Sitosterol -17.91 -19.33 Positive 

Astaxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sitosterol helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum mysorense can prevent 

Herpes due to the presence of Sitosterol. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Lippia alba against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Pelargonidin and Caffeine helped to prevent Herpes. 

 

Introduction: Lippia alba is known for its medicinal activities. A tea made from the leaves is used 

to treat intestinal and respiratory disturbances, including influenza and herpes. A well-sugared 

infusion is drunk to bring relief of heart problems and to soothe tachycardia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Lamiales 

Family   Verbenaceae 

Genus   Lippia 

Species alba 

 

Major phytochemicals present in the plant are: 

a. Pelargonidin 

b. Caffeine 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelargonidin -17.39 -18.33 Positive 

Caffeine -10.38 -15.88 Positive 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin and Caffeine helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Lippia alba can prevent Herpes due to the 

presence of Pelargonidin and Caffeine. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Melia azaderach against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Zingiberene helped to prevent Herpes. 

 

Introduction: Melia azaderach is known for its medicinal activities. The leaf juice is anthelmintic, 

antilithic, diuretic, herpes and emmenagogue. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Melia 

Species azedarach 

 

Major phytochemicals present in the plant are: 

a. Zingiberene 

b. Ursolic acid 

c. Astaxanthin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Zingiberene -18.59 -21.37 Positive 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Zingiberene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Melia azaderach can prevent Herpes due 

to the presence of Zingiberene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Mentha piperata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Carotene and Tannic acid helped to prevent Herpes. 

 

Introduction: Mentha piperata is known for its medicinal activities. It is used for treatment of a 

variety of conditions, including irritable bowel syndrome (IBS), nausea, herpes and other digestive 

issues, as well as the common cold and headaches. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Mentha 

Species piperata 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Carotene 

c. Digoxin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Carotene -19.98 -28.66 Positive 

Digoxin Not Applicable Not Applicable Failed 

Tannic acid -12.47 -15.88 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Carotene and Tannic acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Mentha piperata can prevent Herpes due 

to the presence of Carotene and Tannic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Momordia charantia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Sulforaphane helped to prevent Herpes. 

 

Introduction: Momordia charantia is known for its medicinal activities. Juice of the leaves is used 

to treat piles and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Cucurbitales 

Family   Cucurbitaceae 

Genus   Momordia 

Species charantia 

 

Major phytochemicals present in the plant are: 

a. Curcumin 

b. Ascorbic acid 

c. Sulforaphane 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

Sulforaphane -8.34 -11.39 Positive 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Momordia charantia can prevent Herpes 

due to the presence of Sulforaphane. Experimental studies are required to validate the results 

obtained by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

151 

Activity of Moringa oleifera against Herpes through deactivation of Herpes 

Simplex virus Type II Protease (1AT3) 

Ipsita Aparajita Mohapatra1, Yashaswi Nayak2 

1ipsitaaparajitamohapatra7@gmail.com 

2yashaswi.nayak@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Moringa oleifera against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Isorhamnetin Lycopene helped to prevent Herpes. 

 

Introduction: Moringa oleifera is known for its medicinal activities. Various parts of this plant 

such as the leaves, roots, seed, bark, fruit, flowers and immature pods act as cardiac and circulatory 

stimulants, possess antitumor, antipyretic, antiepileptic, antiinflammatory, herpes, antiulcer, 

antispasmodic, diuretic, antihypertensive, cholesterol lowering. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Brassicales 

Family   Moringaceae 

Genus   Moringa 

Species oleifera 

 

Major phytochemicals present in the plant are: 

a. Isorhamnetin 

b. Rosmarinic acid 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Isorhamnetin -12.56 -17.37 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Lutein Not Applicable Not Applicable Failed 

Lycopene -15.37 -18.34 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Isorhamnetin Lycopene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Moringa oleifera can prevent Herpes due 

to the presence of Isorhamnetin Lycopene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Myrica rubra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Tannic acid and Digoxin helped to prevent Herpes. 

 

Introduction: Myrica rubra is known for its medicinal activities. The stem bark is used as a wash 

in the treatment of arsenic poisoning, skin diseases, wounds and ulcers. The fruit is carminative, 

herpes, pectoral and stomachic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fagales 

Family   Myricaceae 

Genus   Myrica 

Species rubra 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Tannic acid 

c. Mangiferin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Tannic acid -19.96 -21.78 Positive 

Mangiferin Not Applicable Not Applicable Failed 

Digoxin -11.18 -13.87 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid and Digoxin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Myrica rubra can prevent Herpes due to 

the presence of Tannic acid and Digoxin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

155 

Activity of Neerium indicum against Herpes through deactivation of Herpes 

Simplex virus Type II Protease (1AT3) 

Elora Barik1, Yashaswi Nayak2 

1elora.barik1996@gmail.com 

2yashaswi.nayak@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Neerium indicum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Myricetin helped to prevent Herpes. 

 

Introduction: Neerium indicum is known for its medicinal activities. Nerium indicum has many 

medicinal properties like bitter, acrid, astringent, anthelmintic, aphrodisiac, stomachic, febrifuge, 

diuretic, emetic, expectorant, cardio tonic, anticancer etc which is used in the treatment of cardiac 

asthma, renal and vesicle calculi, chronic stomach, skin related problems, snake bites joint pains, 

leprosy, cancer, ulcers etc. Leaves and flowers are also used to treat malaria. Leaves and bark is 

treated as insecticide, rat poison and parasitic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Apocynaceae 

Genus   Nerium 

Species indicum 

 

Major phytochemicals present in the plant are: 

a. Myricetin 

b. Peonidin 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Myricetin -14.3 -19.75 Positive 

Peonidin Not Applicable Not Applicable Failed 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Neerium indicum can prevent Herpes due 

to the presence of Myricetin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Peganum harmala against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Myricetin and Theobromine helped to prevent Herpes. 

 

Introduction: Peganum harmala is known for its medicinal activities. It has been used as an 

analgesic, emmenagogue, and abortifacient agent. Leaf was used to cure herpes. In a certain region 

of India the root was applied to kill body lice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Nitrariaceae 

Genus   Peganum 

Species harmala 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Myricetin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Myricetin -14.35 -19.33 Positive 

Theobromine -11.38 -16.88 Positive 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin and Theobromine helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Peganum harmala can prevent Herpes 

due to the presence of Myricetin and Theobromine. Experimental studies are required to validate 

the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus emblica 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Ursolic acid helped to prevent Herpes. 

 

Introduction: Phyllanthus emblica is known for its medicinal activities. Seeds of the fruits are 

used in treatment of asthma, herpes and bronchitis. The leaves are used as fodder. Alcoholic extract 

of the fruit is anti–viral. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species emblica 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Myricetin 

c. Ursolic acid 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin Not Applicable Not Applicable Failed 

Myricetin Not Applicable Not Applicable Failed 

Ursolic acid -17.08 -19.75 Positive 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus emblica can prevent Herpes 

due to the presence of Ursolic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus urinaria 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Tangeretin and Ursolic acid helped to prevent Herpes. 

 

Introduction: Phyllanthus urinaria is known for its medicinal activities. It is used in folk medicine 

as a cure to treat jaundice, herpes, diabetes, malaria, and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species urinaria 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Ursolic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin -14.39 -17.33 Positive 

Ursolic acid -12.38 -16.88 Positive 

Limonene Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin and Ursolic acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus urinaria can prevent Herpes 

due to the presence of Tangeretin and Ursolic acid. Experimental studies are required to validate 

the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Pinus massoniana against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Quercetin helped to prevent Herpes. 

 

Introduction: Pinus massoniana is known for its medicinal activities. The chopped or decocted 

leaves are used in the treatment of rheumatism, herpes and intestinal parasites. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Pinus 

Species massoniana 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Peonidin 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Quercetin -12.48 -15.82 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Quercetin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pinus massoniana can prevent Herpes due 

to the presence of Quercetin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Plantago major against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Genistein helped to prevent Herpes. 

 

Introduction: Plantago major is known for its medicinal activities. Plantago major is used in 

wound healing and the leaves were used as a remedy of wounds and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Plantago 

Species major 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -11.37 -15.37 Positive 

Daidzein Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Plantago major can prevent Herpes due 

to the presence of Genistein. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Portulaca oleracea against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Allicin and Ajoene helped to prevent Herpes. 

 

Introduction: Portulaca oleracea is known for its medicinal activities. Portulaca oleracea has been 

used as a folk medicine in many countries, acting as a febrifuge, antiseptic, herpes and vermifuge. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Caryophyllales 

Family   Portulacaceae 

Genus   Portulaca 

Species oleracea 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin -12.37 -15.82 Positive 

Ajoene -14.38 -18.67 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Allicin 

and Ajoene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Portulaca oleracea can prevent Herpes 

due to the presence of Allicin and Ajoene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Salvia officinalis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Coumarin helped to prevent Herpes. 

 

Introduction: Salvia officinalis is known for its medicinal activities. S. officinalis has been used 

for the treatment of different kinds of disorders including seizure, ulcers, gout, rheumatism, herpes, 

inflammation, dizziness, tremor, paralysis, diarrhea, and hyperglycemia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Salvia 

Species officinalis 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Epicatechin 

c. Coumarin 

d. Proanthocyanidins 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Coumarin -16.97 -21.67 Positive 

Proanthocyanidins Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Coumarin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Salvia officinalis can prevent Herpes due 

to the presence of Coumarin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Santalum album against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Hesperidin and Isorhamnetin helped to prevent Herpes. 

 

Introduction: Santalum album is known for its medicinal activities. Sandalwood oil has been 

widely used in folk medicine for treatment of common colds, bronchitis, skin disorders, heart 

ailments, general weakness, fever, herpes, infection of the urinary tract, inflammation of the mouth 

and pharynx, liver and gallbladder complaints and other maladies. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Santalales 

Family   Santalaceae 

Genus   Santalum 

Species album 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Isorhamnetin 

c. Rutin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin -14.37 -18.94 Positive 

Isorhamnetin -15.67 -21.39 Positive 

Rutin Not Applicable Not Applicable Failed 

Ferulic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Hesperidin and Isorhamnetin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Santalum album can prevent Herpes due 

to the presence of Hesperidin and Isorhamnetin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scinaia hatei against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Tangeretin helped to prevent Herpes. 

 

Introduction: Scinaia hatei is known for its medicinal activities. It helps to treat herpes, dengue, 

myalgia, pancreatitis, cardiac arrhythmia, and hepatitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Rhodophyta 

Class   Florideophyceae 

Order    Nemalionales 

Family   Chaetangiaceae 

Genus   Scinaia 

Species hatei 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Alliin 

c. Tangeretin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Alliin Not Applicable Not Applicable Failed 

Tangeretin -14.67 -18.33 Positive 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scinaia hatei can prevent Herpes due to 

the presence of Tangeretin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scoparia dulcis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Pelletierine and Digoxin helped to prevent Herpes. 

 

Introduction: Scoparia dulcis is known for its medicinal activities. It is considered a weed in 

many areas but used as medicinal herb for a wide range of uses including treatment for digestive 

problems, pulmonary conditions, fever, skin disorders, hypertension, hemorrhoids, diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Scoparia 

Species dulcis 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Digoxin 

c. Rosmarinic acid 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine -14.37 -15.33 Positive 

Digoxin -9.96 -14.84 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Campesterol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelletierine and Digoxin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scoparia dulcis can prevent Herpes due 

to the presence of Pelletierine and Digoxin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

177 

Activity of Solanum torvum against Herpes through deactivation of Herpes 

Simplex virus Type II Protease (1AT3) 

Subhasmita Rout1, Pratibharani Deep2 

1routsonali220@gmail.com 

2pratibharani.deep@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Solanum torvum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Campesterol helped to prevent Herpes. 

 

Introduction: Solanum torvum is known for its medicinal activities. Fruit and leaf decoction is 

used to treat cough, herpes and to treat liver and spleen enlargement. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Solanum 

Species torvum 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol -12.82 -18.88 Positive 

Linamarin Not Applicable Not Applicable Failed 

Glutathione Not Applicable Not Applicable Failed 

Malvidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Campesterol helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Solanum torvum can prevent Herpes due 

to the presence of Campesterol. Experimental studies are required to validate the results obtained 

by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

179 

Activity of Sorghum bicolor against Herpes through deactivation of Herpes 

Simplex virus Type II Protease (1AT3) 

Leepsa Priyadarshini1, Pratibharani Deep2 

1lovelyleepsa@gmail.com 

2pratibharani.deep@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Sorghum bicolor against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Limonene and Pelargonidin helped to prevent Herpes. 

 

Introduction: Sorghum bicolor is known for its medicinal activities. Seed extracts are drunk to 

treat hepatitis and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Poaceae 

Genus   Sorghum 

Species bicolor 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene -14.28 -20.92 Positive 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin -12.54 -15.25 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene and Pelargonidin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Sorghum bicolor can prevent Herpes due 

to the presence of Limonene and Pelargonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Strobilanthus cusia against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Epicatechin helped to prevent Herpes. 

 

Introduction: Strobilanthus cusia is known for its medicinal activities. It is used for influenza, 

herpes, epidemic cerebrospinal meningitis, encephalitis B, viral pneumonia and mumps. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Acanthaceae 

Genus   Strobilanthus 

Species cusia 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Epicatechin 

d. Catechin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

Epicatechin -18.82 -21.84 Positive 

Catechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Epicatechin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Strobilanthus cusia can prevent Herpes 

due to the presence of Epicatechin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Swertia chirata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Theobromine and Limoene helped to prevent Herpes. 

 

Introduction: Swertia chirata is known for its medicinal activities. People use the parts that grow 

above the ground to make medicine. Chirata is used for fever, constipation, herpes, upset stomach, 

loss of appetite, intestinal worms, skin diseases, and cancer. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Gentianaceae 

Genus   Swertia 

Species chirayita 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Limonene 

c. Naringin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine -8.72 -10.55 Positive 

Limonene -12.73 -14.82 Positive 

Naringin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Theobromine and Limoene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Swertia chirata can prevent Herpes due 

to the presence of Theobromine and Limoene. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium aromaticum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Digoxin and Limonene helped to prevent Herpes. 

 

Introduction: Syzygium aromaticum is known for its medicinal activities. Traditionally, cloves 

have been used for centuries in the treatment of vomiting; flatulence; nausea; liver, herpes, bowel 

and stomach disorders; and as a stimulant for the nerves. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species aromaticum 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

186 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein Not Applicable Not Applicable Failed 

Digoxin -19.72 -21.39 Positive 

Pelargonidin Not Applicable Not Applicable Failed 

Limonene -9.54 -15.37 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin and Limonene helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium aromaticum can prevent 

Herpes due to the presence of Digoxin and Limonene. Experimental studies are required to validate 

the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium jambos against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Syzygium jambos is known for its medicinal activities. A decoction of the leaves 

is used as a diuretic, herpes, a remedy for sore eyes and for rheumatism. The seeds are used to treat 

diarrhoea, dysentery, diabetes and catarrh. A decoction of bark is administered to relieve asthma 

and bronchitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species jambos 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Tannic acid -11.71 -18.28 Positive 

Theobromine Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium jambos can prevent Herpes 

due to the presence of Tannic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Taracetium vulgare 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Pelletierine and Quercetin helped to prevent Herpes. 

 

Introduction: Taracetium vulgare is known for its medicinal activities. In larger doses the plant 

can procure an abortion, though these doses can be poisonous. Externally, tansy is used as a 

poultice on swellings, herpes and some eruptive skin diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Taracetum 

Species vulgare 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine -11.42 -18.84 Positive 

Alliin Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

Quercetin -10.32 -19.08 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelletierine and Quercetin helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Taracetium vulgare can prevent Herpes 

due to the presence of Pelletierine and Quercetin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Usnea complanta against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Daidzein and Campesterol helped to prevent Herpes. 

 

Introduction: Usnea complanta is known for its medicinal activities. It can sometimes be used as 

a bioindicator, because it tends to only grow in those regions where the air is clean, and of high 

quality. It is also used to cure herpes. 

The plant is classified as follows: 

Kingdom  Fungi 

Division   Ascomycota 

Class   Lecanoromycetes 

Order    Lecanorales 

Family   Asteraceae 

Genus   Usnea 

Species complanta 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

192 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein -15.18 -21.07 Positive 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol -12.78 -15.38 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Daidzein and Campesterol helped deactivate the Herpes Simplex virus Type II Protease (1AT3) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Usnea complanta can prevent Herpes due 

to the presence of Daidzein and Campesterol. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Ventilago denticulate 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Allicin helped to prevent Herpes. 

 

Introduction: Ventilago denticulate is known for its medicinal activities. Stem bark is powdered 

and mixed with sesame oil, externally applied to skin diseases and sprains. Root bark—used for 

atonic dyspepsia, mild fever, herpes and debility. Sap is used for the treatment of deafness. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Rhamnaceae 

Genus   Ventilago 

Species denticulate 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Hesperidin 

c. Ferulic acid 

d. Epicatechin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

194 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin -18.19 -20.37 Positive 

Hesperidin Not Applicable Not Applicable Failed 

Ferulic acid Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Allicin 

helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Ventilago denticulate can prevent Herpes 

due to the presence of Allicin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Withania somnifera 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes Simplex virus Type II Protease (1AT3) enzyme. 

It was found that Rosmarinic acid helped to prevent Herpes. 

 

Introduction: Withania somnifera is known for its medicinal activities. The medicinal plants are 

widely used by the traditional medical practitioners for curing various diseases like diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Withania 

Species somnifera 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Tannic acid 

c. Rosmarinic acid 

d. Cryptoxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes 

Simplex virus Type II Protease (1AT3) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes Simplex 

virus Type II Protease (1AT3) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

Rosmarinic acid -18.34 -19.48 Positive 

Cryptoxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Rosmarinic acid helped deactivate the Herpes Simplex virus Type II Protease (1AT3) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Withania somnifera can prevent Herpes 

due to the presence of Rosmarinic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Pandanus amaryllifolius 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Pandanus amaryllifolius is known for its medicinal activities. The leaves are used 

in the perfume industry and traditional medicine to treat diseases like cough, asthma, herpes and 

diarrhea. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Pandanales 

Family   Pandanaceae 

Genus   Pandanus 

Species amaryllifolius 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Peonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Limonene -11.84 -17.08 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pandanus amaryllifolius can prevent 

Herpes due to the presence of Limonene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Adansonia digitata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Peonidin helped to prevent Herpes. 

 

Introduction: Adansonia digitata is known for its medicinal activities. The various parts of the 

plant (leaves, bark and seeds) are used to cure tuberculosis, fever, microbial infections, diarrhea 

and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Malvales 

Family   Bombacaceae 

Genus   Adansonia 

Species digitata 

 

Major phytochemicals present in the plant are: 

a. Resveratrol 

b. Phenyl isothiocyanate 

c. Capsaicin 

d. Peonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Resveratrol Not Applicable Not Applicable Failed 

Phenyl isothiocyanate Not Applicable Not Applicable Failed 

Capsaicin Not Applicable Not Applicable Failed 

Peonidin -12.37 -17.57 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Peonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Adansonia digitata can prevent Herpes 

due to the presence of Peonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aglai odorata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Myricetin and Peonidin helped to prevent Herpes. 

 

Introduction: Aglai odorata is known for its medicinal activities. Aglaia species are used in 

traditional medicine: leaves to treat wounds, fever, headache, asthma, jaundice, and as a tonic e.g. 

after childbirth; flowers against fever, asthma, jaundice and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Aglai 

Species odorata 

 

Major phytochemicals present in the plant are: 

a. Morphine 

b. Myricetin 

c. Peonidin 

d. Benzyl isothiocyanate 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Morphine Not Applicable Not Applicable Failed 

Myricetin -11.27 -24.37 Positive 

Peonidin -12.57 -18.64 Positive 

Benzyl isothiocyanate Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin and Peonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl 

(3M1C) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aglai odorata can prevent Herpes due to 

the presence of Myricetin and Peonidin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aloe vera against Herpes. 

Molecular docking using Biovia Discovery Studio was performed to identify the phytochemical 

responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme. It was 

found that Lupeol helped to prevent Herpes. 

 

Introduction: Aloe vera is known for its medicinal activities. Aloe vera used to cure herpes, weak 

digestion, general weakness, anaemia, bloating,       stomach ulcers and gum disease. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Liliopsida 

Order    Liliales 

Family   Aloeaceae 

Genus   Aloe 

Species vera 

 

Major phytochemicals present in the plant are: 

a. Phytoene 

b. Salicylic acid 

c. Sitosterol 

d. Lupeol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Phytoene Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

Sitosterol Not Applicable Not Applicable Failed 

Lupeol -9.47 -11.57 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Lupeol 

helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aloe vera can prevent Herpes due to the 

presence of Lupeol. Experimental studies are required to validate the results obtained by in-silico 

analysis. 
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Abstract: An in-silico study was performed to determine the activity of Andrographis paniculata 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Genistein and Theobromine helped to prevent Herpes. 

 

Introduction: Andrographis paniculata is known for its medicinal activities. A. paniculata has 

been used in Siddha and Ayurvedic medicine. It is promoted   as a dietary supplement for cancer 

prevention and cure. In the traditional medicine of India, A. paniculata has also been used for 

jaundice therapy. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Lamiales 

Family   Acanthaceae 

Genus   Andrographis 

Species paniculata 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -12.15 -19.37 Positive 

Daidzein Not Applicable Not Applicable Failed 

Theobromine -11.27 -14.27 Positive 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein and Theobromine helped deactivate the Herpes virus fusion regulator complex gH-Gl 

(3M1C) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Andrographis paniculata can prevent 

Herpes due to the presence of Genistein and Theobromine. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Atlantia sp. against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Ajoene helped to prevent Herpes. 

 

Introduction: Atlantia sp. is known for its medicinal activities. The flowers, fruit and roots are 

used to cure herpes, jaundice, fever, headache and asthma. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Rutaceae 

Genus   Atalantia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene -12.33 -19.67 Positive 

Gallic acid Not Applicable Not Applicable Failed 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ajoene 

helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Atlantia sp. can prevent Herpes due to 

the presence of Ajoene. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Azadirachta indica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Rutin helped to prevent Herpes. 

 

Introduction: Azadirachta indica is known for its medicinal activities. Neem has an anti-

inflammatory property which helps reduces acne, herpes, skin blemishes and malaria. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Azadirachta 

Species indica 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Isorhamnetin 

c. Rutin 

d. Azadirichtin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

210 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol Not Applicable Not Applicable Failed 

Isorhamnetin Not Applicable Not Applicable Failed 

Rutin -9.67 -12.67 Positive 

Azadirichtin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Rutin 

helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Azadirachta indica can prevent Herpes 

due to the presence of Rutin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Barleria lupulina against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Epicatechin helped to prevent Herpes. 

 

Introduction: Barleria lupulina is known for its medicinal activities. The flowers are used 

internally for the treatment of migraine, internal abscesses, oedema, haemoptysis, herpes, urethral 

discharges, seminal disorders and reduce obesity. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Scrophulariales 

Family   Acanthaceae 

Genus   Barleria 

Species lupulina 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Epicatechin 

c. Coumarin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Epicatechin -14.28 -19.17 Positive 

Coumarin Not Applicable Not Applicable Failed 

Ferulic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Epicatechin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Barleria lupulina can prevent Herpes due 

to the presence of Epicatechin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia racemosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Digoxin and Tannic acid helped to prevent Herpes. 

 

Introduction: Bauhinia racemosa is known for its medicinal activities. Bauhinia racemosa leaves 

have been used in the treatment of asthma traditionally because of their antihistaminic action it 

also used to cure herpes and  urethral discharges. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Digoxin 

c. Rosmarinic acid 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Digoxin -12.24 -17.59 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Tannic acid -11.34 -15.38 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin and Tannic acid helped deactivate the Herpes virus fusion regulator complex gH-Gl 

(3M1C) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia racemosa can prevent Herpes 

due to the presence of Digoxin and Tannic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia variegate against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Cryptoxanthin helped to prevent Herpes. 

 

Introduction: Bauhinia variegate is known for its medicinal activities. The bark decoction is used 

for diarrhoea control, as an astringent alternative and for treating scrofula, herpes, skin diseases 

and ulcers. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species variegata 

 

Major phytochemicals present in the plant are: 

a. Cryptoxanthin 

b. Carotene 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Cryptoxanthin -11.57 -18.12 Positive 

Carotene Not Applicable Not Applicable Failed 

Lutein Not Applicable Not Applicable Failed 

Lycopene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Cryptoxanthin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia variegate can prevent Herpes 

due to the presence of Cryptoxanthin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bidens pilosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Eugenol and Apigenin helped to prevent Herpes. 

 

Introduction: Bidens pilosa is known for its medicinal activities. Roots, leaves and seed have 

been reported to possess antibacterial, antidysenteric, anti-inflammatory, antimicrobial, herpes, 

antimalarial, diuretic, hepato-protective and hypotensive activities. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Bidens 

Species pilosa 

 

Major phytochemicals present in the plant are: 

a. Eugenol 

b. Apigenin 

c. Luteolin 

d. Carnosic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Eugenol -9.67 -15.64 Positive 

Apigenin -11.27 -14.87 Positive 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Eugenol and Apigenin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bidens pilosa can prevent Herpes due to 

the presence of Eugenol and Apigenin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cedrus libani against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Carnosic acid helped to prevent Herpes. 

 

Introduction: Cedrus libani is known for its medicinal activities. It is traditionally used to treat 

diseases like arteriosclerosis, water retention, herpes, lymphatic damage, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Cedrus 

Species libani 

 

Major phytochemicals present in the plant are: 

a. Luteolin 

b. Carnosic acid 

c. Eugenol 

d. Salicylic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid -9.17 -14.85 Positive 

Eugenol Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Carnosic acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cedrus libani can prevent Herpes due to 

the presence of Carnosic acid. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cissus quadrangularis 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Ferulic acid helped to prevent Herpes. 

 

Introduction: Cissus quadrangularis is known for its medicinal activities. The roots and stems are 

most useful for healing of fracture of the bones. The stem is bitter; it is given internally and applied 

topically in broken bones, used in complaints of the back and spine.  A paste of stem is useful for 

muscular pains and herpes. The plant has been documented in Ayurveda for the treatment of 

osteoarthritis, rheumatoid arthritis and osteoporosis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Vitales 

Family   Vitacea 

Genus   Cissus 

Species quadrangularis 

 

Major phytochemicals present in the plant are: 

a. Lupeol 

b. Ferulic acid 

c. Hesperidin 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lupeol Not Applicable Not Applicable Failed 

Ferulic acid -12.57 -18.17 Positive 

Hesperidin Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ferulic 

acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cissus quadrangularis can prevent Herpes 

due to the presence of Ferulic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

223 

Activity of Conyza aegyptica against Herpes through deactivation of Herpes 

virus fusion regulator complex gH-Gl (3M1C) 

Pooja Gadtia1, Shantanu Bhattacharya2 

1poojagadtia@gmail.com 

2shantanu.bhattacharya@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Conyza aegyptica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Epicatechin helped to prevent Herpes. 

 

Introduction: Conyza aegyptica is known for its medicinal activities. The whole plants used to 

treat herpes, wound, skin diseases and toothache. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Dicotyledonae 

Order    Asterales 

Family   Asteraceae 

Genus   Conyza 

Species aegyptiaca 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Epicatechin 

c. Catechin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Epicatechin -14.87 -19.63 Positive 

Catechin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Epicatechin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Conyza aegyptica can prevent Herpes due 

to the presence of Epicatechin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cyperus rotundus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Cyperus rotundus is known for its medicinal activities. It is a medicinal herb 

traditionally used to treat various clinical conditions at home such as diarrhea, diabetes, pyresis, 

herpes, inflammation, malaria, and stomach and bowel disorders. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Cyperaceae 

Genus   Cyperus 

Species rotundus 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Pelargonidin -13.67 -15.87 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cyperus rotundus can prevent Herpes due 

to the presence of Pelargonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Euphorbia peplus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Digoxin helped to prevent Herpes. 

 

Introduction: Euphorbia peplus is known for its medicinal activities. The plant is administered in 

the form of herbal tea as diuretic, laxative and emollient. It is also used for the treatment of asthma 

and bronchitis, as it relaxes the smooth muscles of bronchi. It is recommended against dry cough, 

herpes, runny nose and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Euphorbiaceae 

Genus   Euphorbia 

Species peplus 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein Not Applicable Not Applicable Failed 

Digoxin -12.57 -15.89 Positive 

Tannic acid Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Euphorbia peplus can prevent Herpes due 

to the presence of Digoxin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Glycyrrhiza glabra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Pelletierine helped to prevent Herpes. 

 

Introduction: Glycyrrhiza glabra is known for its medicinal activities. Traditionally used to treat 

many diseases, such as respiratory disorders, hyperdipsia, epilepsy, fever, sexual debility, 

paralysis, stomach ulcers, rheumatism, skin diseases, hemorrhagic diseases, and jaundice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Glycyrrhiza 

Species glabra 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine -11.84 -19.67 Positive 

Alliin Not Applicable Not Applicable Failed 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelletierine helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Glycyrrhiza glabra can prevent Herpes 

due to the presence of Pelletierine. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Heliotropium marifolium 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Heliotropium marifolium is known for its medicinal activities. Heliotropium 

marifolium is used against syphilis, asthma, herpes, UTI and wound. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Boraginales 

Family   Boraginaceae 

Genus   Heliotropium 

Species marifolium 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol Not Applicable Not Applicable Failed 

Linamarin Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin -12.67 -22.57 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Heliotropium marifolium can prevent 

Herpes due to the presence of Pelargonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Holoptelea integrifolia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Holoptelea integrifolia is known for its medicinal activities. The plant Holoptelea 

integrifolia is used traditionally for the treatment of inflammation, gastritis, dyspepsia, colic, 

intestinal worms, vomiting, wound healing, leprosy, diabetes, hemorrhoids, herpes, dysmenorrhea, 

and rheumatism. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Ulmaceae 

Genus   Holoptelea 

Species integrifolia 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

234 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene -12.57 -18.94 Positive 

Glutathione Not Applicable Not Applicable Failed 

Malvidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Holoptelea integrifolia can prevent 

Herpes due to the presence of Limonene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Houttuynia cordata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Houttuynia cordata is known for its medicinal activities. It is used as a fresh herbal 

garnish. In northeastern India, it is commonly used in salads and as a garnish over side dishes. The 

tender roots can also be ground into chutneys along with dry meat or fish, chilies, and tamarind. It 

is taken raw as salad and cooked along with fish as fish curry. In Japan and Korea, its dried leaves 

may be used as a tea. Houttuynia cordata was used in traditional Chinese medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Piperales 

Family   Saururaceae 

Genus   Houttuynia 

Species cordata 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

Limonene -12.57 -15.67 Positive 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Houttuynia cordata can prevent Herpes 

due to the presence of Limonene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum hookerianum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Malvidin helped to prevent Herpes. 

 

Introduction: Hypericum hookerianum is known for its medicinal activities. It was recommended 

in the first century by Greek physicians as a diuretic, wound-healer, and treatment for menstrual 

disorders. It has been used as an anti-inflammatory, anti-bacterial, disinfectant, and a remedy for 

disorders of the respiratory tract and gall bladder and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species hookerianum 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Salicylic acid 

c. Ursolic acid 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin -9.67 -17.54 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum hookerianum can prevent 

Herpes due to the presence of Malvidin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum mysorense 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Ursolic acid and Astaxanthin helped to prevent Herpes. 

 

Introduction: Hypericum mysorense is known for its medicinal activities. Hypericum mysorense 

has been used to treat wounds and herpes as part of the Ayurvedic system of traditional medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species mysorense 

 

Major phytochemicals present in the plant are: 

a. Ursolic acid 

b. Astaxanthin 

c. Sitosterol 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ursolic acid -9.64 -17.31 Positive 

Astaxanthin -12.97 -15.44 Positive 

Sitosterol Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid and Astaxanthin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum mysorense can prevent 

Herpes due to the presence of Ursolic acid and Astaxanthin. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Lippia alba against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Pelargonidin and Ascorbic acid helped to prevent Herpes. 

 

Introduction: Lippia alba is known for its medicinal activities. A tea made from the leaves is used 

to treat intestinal and respiratory disturbances, including influenza and herpes. A well-sugared 

infusion is drunk to bring relief of heart problems and to soothe tachycardia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Lamiales 

Family   Verbenaceae 

Genus   Lippia 

Species alba 

 

Major phytochemicals present in the plant are: 

a. Pelargonidin 

b. Caffeine 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelargonidin -11.94 -16.37 Positive 

Caffeine Not Applicable Not Applicable Failed 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid -12.37 -13.18 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin and Ascorbic acid helped deactivate the Herpes virus fusion regulator complex gH-

Gl (3M1C) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Lippia alba can prevent Herpes due to the 

presence of Pelargonidin and Ascorbic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Melia azaderach against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Digoxin helped to prevent Herpes. 

 

Introduction: Melia azaderach is known for its medicinal activities. The leaf juice is anthelmintic, 

antilithic, diuretic, herpes and emmenagogue. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Melia 

Species azedarach 

 

Major phytochemicals present in the plant are: 

a. Zingiberene 

b. Ursolic acid 

c. Astaxanthin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

244 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Zingiberene Not Applicable Not Applicable Failed 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

Digoxin -6.36 -15.89 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Melia azaderach can prevent Herpes due 

to the presence of Digoxin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Mentha piperata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Digoxin helped to prevent Herpes. 

 

Introduction: Mentha piperata is known for its medicinal activities. It is used for treatment of a 

variety of conditions, including irritable bowel syndrome (IBS), nausea, herpes and other digestive 

issues, as well as the common cold and headaches. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Mentha 

Species piperata 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Carotene 

c. Digoxin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Carotene Not Applicable Not Applicable Failed 

Digoxin -9.64 -12.08 Positive 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Mentha piperata can prevent Herpes due 

to the presence of Digoxin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Momordia charantia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Sulforaphane helped to prevent Herpes. 

 

Introduction: Momordia charantia is known for its medicinal activities. Juice of the leaves is used 

to treat piles and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Cucurbitales 

Family   Cucurbitaceae 

Genus   Momordia 

Species charantia 

 

Major phytochemicals present in the plant are: 

a. Curcumin 

b. Ascorbic acid 

c. Sulforaphane 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

Sulforaphane -15.47 -18.59 Positive 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Momordia charantia can prevent Herpes 

due to the presence of Sulforaphane. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Moringa oleifera against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Rosmarinic acid helped to prevent Herpes. 

 

Introduction: Moringa oleifera is known for its medicinal activities. Various parts of this plant 

such as the leaves, roots, seed, bark, fruit, flowers and immature pods act as cardiac and circulatory 

stimulants, possess antitumor, antipyretic, antiepileptic, antiinflammatory, herpes, antiulcer, 

antispasmodic, diuretic, antihypertensive, cholesterol lowering. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Brassicales 

Family   Moringaceae 

Genus   Moringa 

Species oleifera 

 

Major phytochemicals present in the plant are: 

a. Isorhamnetin 

b. Rosmarinic acid 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Isorhamnetin Not Applicable Not Applicable Failed 

Rosmarinic acid -13.48 -16.87 Positive 

Lutein Not Applicable Not Applicable Failed 

Lycopene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Rosmarinic acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Moringa oleifera can prevent Herpes due 

to the presence of Rosmarinic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Myrica rubra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Myrica rubra is known for its medicinal activities. The stem bark is used as a wash 

in the treatment of arsenic poisoning, skin diseases, wounds and ulcers. The fruit is carminative, 

herpes, pectoral and stomachic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fagales 

Family   Myricaceae 

Genus   Myrica 

Species rubra 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Tannic acid 

c. Mangiferin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Tannic acid -11.44 -18.37 Positive 

Mangiferin Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Myrica rubra can prevent Herpes due to 

the presence of Tannic acid. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Neerium indicum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Peonidin helped to prevent Herpes. 

 

Introduction: Neerium indicum is known for its medicinal activities. Nerium indicum has many 

medicinal properties like bitter, acrid, astringent, anthelmintic, aphrodisiac, stomachic, febrifuge, 

diuretic, emetic, expectorant, cardio tonic, anticancer etc which is used in the treatment of cardiac 

asthma, renal and vesicle calculi, chronic stomach, skin related problems, snake bites joint pains, 

leprosy, cancer, ulcers etc. Leaves and flowers are also used to treat malaria. Leaves and bark is 

treated as insecticide, rat poison and parasitic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Apocynaceae 

Genus   Nerium 

Species indicum 

 

Major phytochemicals present in the plant are: 

a. Myricetin 

b. Peonidin 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Myricetin Not Applicable Not Applicable Failed 

Peonidin -14.06 -18.47 Positive 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Peonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Neerium indicum can prevent Herpes due 

to the presence of Peonidin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Peganum harmala against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Myricetin helped to prevent Herpes. 

 

Introduction: Peganum harmala is known for its medicinal activities. It has been used as an 

analgesic, emmenagogue, and abortifacient agent. Leaf was used to cure herpes. In a certain region 

of India the root was applied to kill body lice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Nitrariaceae 

Genus   Peganum 

Species harmala 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Myricetin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Myricetin -12.84 -16.91 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Peganum harmala can prevent Herpes 

due to the presence of Myricetin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus emblica 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Ursolic acid helped to prevent Herpes. 

 

Introduction: Phyllanthus emblica is known for its medicinal activities. Seeds of the fruits are 

used in treatment of asthma, herpes and bronchitis. The leaves are used as fodder. Alcoholic extract 

of the fruit is anti–viral. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species emblica 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Myricetin 

c. Ursolic acid 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin Not Applicable Not Applicable Failed 

Myricetin Not Applicable Not Applicable Failed 

Ursolic acid -12.77 -18.74 Positive 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus emblica can prevent Herpes 

due to the presence of Ursolic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus urinaria 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Naringin helped to prevent Herpes. 

 

Introduction: Phyllanthus urinaria is known for its medicinal activities. It is used in folk medicine 

as a cure to treat jaundice, herpes, diabetes, malaria, and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species urinaria 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Ursolic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

260 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Ursolic acid Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

Naringin -14.98 -18.82 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Naringin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus urinaria can prevent Herpes 

due to the presence of Naringin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Pinus massoniana against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Quercetin helped to prevent Herpes. 

 

Introduction: Pinus massoniana is known for its medicinal activities. The chopped or decocted 

leaves are used in the treatment of rheumatism, herpes and intestinal parasites. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Pinus 

Species massoniana 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Peonidin 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Quercetin -15.66 -18.01 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Quercetin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pinus massoniana can prevent Herpes due 

to the presence of Quercetin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Plantago major against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Gallic acid helped to prevent Herpes. 

 

Introduction: Plantago major is known for its medicinal activities. Plantago major is used in 

wound healing and the leaves were used as a remedy of wounds and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Plantago 

Species major 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein Not Applicable Not Applicable Failed 

Gallic acid -11.57 -17.94 Positive 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Gallic 

acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Plantago major can prevent Herpes due 

to the presence of Gallic acid. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Portulaca oleracea against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Ajoene helped to prevent Herpes. 

 

Introduction: Portulaca oleracea is known for its medicinal activities. Portulaca oleracea has been 

used as a folk medicine in many countries, acting as a febrifuge, antiseptic, herpes and vermifuge. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Caryophyllales 

Family   Portulacaceae 

Genus   Portulaca 

Species oleracea 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene -9.67 -15.67 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ajoene 

helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Portulaca oleracea can prevent Herpes 

due to the presence of Ajoene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Salvia officinalis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Coumarin helped to prevent Herpes. 

 

Introduction: Salvia officinalis is known for its medicinal activities. S. officinalis has been used 

for the treatment of different kinds of disorders including seizure, ulcers, gout, rheumatism, herpes, 

inflammation, dizziness, tremor, paralysis, diarrhea, and hyperglycemia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Salvia 

Species officinalis 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Epicatechin 

c. Coumarin 

d. Proanthocyanidins 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Coumarin -12.11 -18.57 Positive 

Proanthocyanidins Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Coumarin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Salvia officinalis can prevent Herpes due 

to the presence of Coumarin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Santalum album against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Ferulic acid helped to prevent Herpes. 

 

Introduction: Santalum album is known for its medicinal activities. Sandalwood oil has been 

widely used in folk medicine for treatment of common colds, bronchitis, skin disorders, heart 

ailments, general weakness, fever, herpes, infection of the urinary tract, inflammation of the mouth 

and pharynx, liver and gallbladder complaints and other maladies. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Santalales 

Family   Santalaceae 

Genus   Santalum 

Species album 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Isorhamnetin 

c. Rutin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Isorhamnetin Not Applicable Not Applicable Failed 

Rutin Not Applicable Not Applicable Failed 

Ferulic acid -6.87 -15.78 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ferulic 

acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Santalum album can prevent Herpes due 

to the presence of Ferulic acid. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scinaia hatei against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Alliin helped to prevent Herpes. 

 

Introduction: Scinaia hatei is known for its medicinal activities. It helps to treat herpes, dengue, 

myalgia, pancreatitis, cardiac arrhythmia, and hepatitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Rhodophyta 

Class   Florideophyceae 

Order    Nemalionales 

Family   Chaetangiaceae 

Genus   Scinaia 

Species hatei 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Alliin 

c. Tangeretin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Alliin -11.88 -14.57 Positive 

Tangeretin Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Alliin 

helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scinaia hatei can prevent Herpes due to 

the presence of Alliin. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scoparia dulcis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Campesterol helped to prevent Herpes. 

 

Introduction: Scoparia dulcis is known for its medicinal activities. It is considered a weed in 

many areas but used as medicinal herb for a wide range of uses including treatment for digestive 

problems, pulmonary conditions, fever, skin disorders, hypertension, hemorrhoids, diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Scoparia 

Species dulcis 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Digoxin 

c. Rosmarinic acid 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Rosmarinic acid Not Applicable Not Applicable Failed 

Campesterol -11.44 -19.63 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Campesterol helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scoparia dulcis can prevent Herpes due 

to the presence of Campesterol. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Solanum torvum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Linamarin helped to prevent Herpes. 

 

Introduction: Solanum torvum is known for its medicinal activities. Fruit and leaf decoction is 

used to treat cough, herpes and to treat liver and spleen enlargement. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Solanum 

Species torvum 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol Not Applicable Not Applicable Failed 

Linamarin -12.54 -16.77 Positive 

Glutathione Not Applicable Not Applicable Failed 

Malvidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Linamarin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Solanum torvum can prevent Herpes due 

to the presence of Linamarin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Sorghum bicolor against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Sorghum bicolor is known for its medicinal activities. Seed extracts are drunk to 

treat hepatitis and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Poaceae 

Genus   Sorghum 

Species bicolor 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin -19.37 -22.37 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Sorghum bicolor can prevent Herpes due 

to the presence of Pelargonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Strobilanthus cusia against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Tangeretin and Catechin helped to prevent Herpes. 

 

Introduction: Strobilanthus cusia is known for its medicinal activities. It is used for influenza, 

herpes, epidemic cerebrospinal meningitis, encephalitis B, viral pneumonia and mumps. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Acanthaceae 

Genus   Strobilanthus 

Species cusia 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Epicatechin 

d. Catechin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin -14.47 -18.79 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Catechin -14.28 -18.94 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin and Catechin helped deactivate the Herpes virus fusion regulator complex gH-Gl 

(3M1C) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Strobilanthus cusia can prevent Herpes 

due to the presence of Tangeretin and Catechin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Swertia chirata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Naringin helped to prevent Herpes. 

 

Introduction: Swertia chirata is known for its medicinal activities. People use the parts that grow 

above the ground to make medicine. Chirata is used for fever, constipation, herpes, upset stomach, 

loss of appetite, intestinal worms, skin diseases, and cancer. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Gentianaceae 

Genus   Swertia 

Species chirayita 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Limonene 

c. Naringin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

282 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

Naringin -15.37 -17.58 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Naringin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Swertia chirata can prevent Herpes due 

to the presence of Naringin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium aromaticum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Syzygium aromaticum is known for its medicinal activities. Traditionally, cloves 

have been used for centuries in the treatment of vomiting; flatulence; nausea; liver, herpes, bowel 

and stomach disorders; and as a stimulant for the nerves. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species aromaticum 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Pelargonidin -13.69 -18.37 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium aromaticum can prevent 

Herpes due to the presence of Pelargonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium jambos against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Syzygium jambos is known for its medicinal activities. A decoction of the leaves 

is used as a diuretic, herpes, a remedy for sore eyes and for rheumatism. The seeds are used to treat 

diarrhoea, dysentery, diabetes and catarrh. A decoction of bark is administered to relieve asthma 

and bronchitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species jambos 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Tannic acid -12.14 -17.87 Positive 

Theobromine Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium jambos can prevent Herpes 

due to the presence of Tannic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Taracetium vulgare 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Alliin and Quercetin helped to prevent Herpes. 

 

Introduction: Taracetium vulgare is known for its medicinal activities. In larger doses the plant 

can procure an abortion, though these doses can be poisonous. Externally, tansy is used as a 

poultice on swellings, herpes and some eruptive skin diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Taracetum 

Species vulgare 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Alliin -10.78 -12.38 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin -15.78 -21.57 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Alliin 

and Quercetin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Taracetium vulgare can prevent Herpes 

due to the presence of Alliin and Quercetin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Usnea complanta against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Campesterol helped to prevent Herpes. 

 

Introduction: Usnea complanta is known for its medicinal activities. It can sometimes be used as 

a bioindicator, because it tends to only grow in those regions where the air is clean, and of high 

quality. It is also used to cure herpes. 

The plant is classified as follows: 

Kingdom  Fungi 

Division   Ascomycota 

Class   Lecanoromycetes 

Order    Lecanorales 

Family   Asteraceae 

Genus   Usnea 

Species complanta 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein Not Applicable Not Applicable Failed 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol -13.87 -21.57 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Campesterol helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Usnea complanta can prevent Herpes due 

to the presence of Campesterol. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Ventilago denticulate 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Hesperidin helped to prevent Herpes. 

 

Introduction: Ventilago denticulate is known for its medicinal activities. Stem bark is powdered 

and mixed with sesame oil, externally applied to skin diseases and sprains. Root bark—used for 

atonic dyspepsia, mild fever, herpes and debility. Sap is used for the treatment of deafness. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Rhamnaceae 

Genus   Ventilago 

Species denticulate 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Hesperidin 

c. Ferulic acid 

d. Epicatechin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

292 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Hesperidin -6.33 -14.39 Positive 

Ferulic acid Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Hesperidin helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Ventilago denticulate can prevent Herpes 

due to the presence of Hesperidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Withania somnifera 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme. It was found that Rosmarinic acid helped to prevent Herpes. 

 

Introduction: Withania somnifera is known for its medicinal activities. The medicinal plants are 

widely used by the traditional medical practitioners for curing various diseases like diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Withania 

Species somnifera 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Tannic acid 

c. Rosmarinic acid 

d. Cryptoxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Herpes virus 

fusion regulator complex gH-Gl (3M1C) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Herpes virus fusion 

regulator complex gH-Gl (3M1C) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

Rosmarinic acid -11.05 -18.36 Positive 

Cryptoxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Rosmarinic acid helped deactivate the Herpes virus fusion regulator complex gH-Gl (3M1C) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Withania somnifera can prevent Herpes 

due to the presence of Rosmarinic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Pandanus amaryllifolius 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Pandanus amaryllifolius is known for its medicinal activities. The leaves are used 

in the perfume industry and traditional medicine to treat diseases like cough, asthma, herpes and 

diarrhea. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Pandanales 

Family   Pandanaceae 

Genus   Pandanus 

Species amaryllifolius 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Peonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Limonene -11.38 -14.92 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pandanus amaryllifolius can prevent 

Herpes due to the presence of Limonene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Adansonia digitata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Peonidin helped to prevent Herpes. 

 

Introduction: Adansonia digitata is known for its medicinal activities. The various parts of the 

plant (leaves, bark and seeds) are used to cure tuberculosis, fever, microbial infections, diarrhea 

and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Malvales 

Family   Bombacaceae 

Genus   Adansonia 

Species digitata 

 

Major phytochemicals present in the plant are: 

a. Resveratrol 

b. Phenyl isothiocyanate 

c. Capsaicin 

d. Peonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Resveratrol Not Applicable Not Applicable Failed 

Phenyl isothiocyanate Not Applicable Not Applicable Failed 

Capsaicin Not Applicable Not Applicable Failed 

Peonidin -12.37 -17.34 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Peonidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Adansonia digitata can prevent Herpes 

due to the presence of Peonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aglai odorata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Myricetin helped to prevent Herpes. 

 

Introduction: Aglai odorata is known for its medicinal activities. Aglaia species are used in 

traditional medicine: leaves to treat wounds, fever, headache, asthma, jaundice, and as a tonic e.g. 

after childbirth; flowers against fever, asthma, jaundice and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Aglai 

Species odorata 

 

Major phytochemicals present in the plant are: 

a. Morphine 

b. Myricetin 

c. Peonidin 

d. Benzyl isothiocyanate 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

300 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Morphine Not Applicable Not Applicable Failed 

Myricetin -18.37 -22.52 Positive 

Peonidin Not Applicable Not Applicable Failed 

Benzyl isothiocyanate Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aglai odorata can prevent Herpes due to 

the presence of Myricetin. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Aloe vera against Herpes. 

Molecular docking using Biovia Discovery Studio was performed to identify the phytochemical 

responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme. It was 

found that Sitosterol helped to prevent Herpes. 

 

Introduction: Aloe vera is known for its medicinal activities. Aloe vera used to cure herpes, weak 

digestion, general weakness, anaemia, bloating,       stomach ulcers and gum disease. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Liliopsida 

Order    Liliales 

Family   Aloeaceae 

Genus   Aloe 

Species vera 

 

Major phytochemicals present in the plant are: 

a. Phytoene 

b. Salicylic acid 

c. Sitosterol 

d. Lupeol 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Phytoene Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

Sitosterol -18.88 -22.87 Positive 

Lupeol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sitosterol helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Aloe vera can prevent Herpes due to the 

presence of Sitosterol. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Andrographis paniculata 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Genistein helped to prevent Herpes. 

 

Introduction: Andrographis paniculata is known for its medicinal activities. A. paniculata has 

been used in Siddha and Ayurvedic medicine. It is promoted   as a dietary supplement for cancer 

prevention and cure. In the traditional medicine of India, A. paniculata has also been used for 

jaundice therapy. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Lamiales 

Family   Acanthaceae 

Genus   Andrographis 

Species paniculata 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -12.37 -15.67 Positive 

Daidzein Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Andrographis paniculata can prevent 

Herpes due to the presence of Genistein. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Atlantia sp. against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ajoene helped to prevent Herpes. 

 

Introduction: Atlantia sp. is known for its medicinal activities. The flowers, fruit and roots are 

used to cure herpes, jaundice, fever, headache and asthma. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Rutaceae 

Genus   Atalantia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene -12.86 -19.81 Positive 

Gallic acid Not Applicable Not Applicable Failed 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ajoene 

helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Atlantia sp. can prevent Herpes due to 

the presence of Ajoene. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Azadirachta indica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Isorhamnetin helped to prevent Herpes. 

 

Introduction: Azadirachta indica is known for its medicinal activities. Neem has an anti-

inflammatory property which helps reduces acne, herpes, skin blemishes and malaria. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Azadirachta 

Species indica 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Isorhamnetin 

c. Rutin 

d. Azadirichtin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol Not Applicable Not Applicable Failed 

Isorhamnetin -15.48 -21.38 Positive 

Rutin Not Applicable Not Applicable Failed 

Azadirichtin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Isorhamnetin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Azadirachta indica can prevent Herpes 

due to the presence of Isorhamnetin. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Barleria lupulina against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Coumarin helped to prevent Herpes. 

 

Introduction: Barleria lupulina is known for its medicinal activities. The flowers are used 

internally for the treatment of migraine, internal abscesses, oedema, haemoptysis, herpes, urethral 

discharges, seminal disorders and reduce obesity. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Scrophulariales 

Family   Acanthaceae 

Genus   Barleria 

Species lupulina 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Epicatechin 

c. Coumarin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Coumarin -12.97 -19.67 Positive 

Ferulic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Coumarin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Barleria lupulina can prevent Herpes due 

to the presence of Coumarin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia racemosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Sulforaphane helped to prevent Herpes. 

 

Introduction: Bauhinia racemosa is known for its medicinal activities. Bauhinia racemosa leaves 

have been used in the treatment of asthma traditionally because of their antihistaminic action it 

also used to cure herpes and  urethral discharges. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species racemosa 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Digoxin 

c. Rosmarinic acid 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane -14.37 -15.89 Positive 

Digoxin Not Applicable Not Applicable Failed 

Rosmarinic acid Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia racemosa can prevent Herpes 

due to the presence of Sulforaphane. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bauhinia variegate against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Lutein helped to prevent Herpes. 

 

Introduction: Bauhinia variegate is known for its medicinal activities. The bark decoction is used 

for diarrhoea control, as an astringent alternative and for treating scrofula, herpes, skin diseases 

and ulcers. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Bauhinia 

Species variegata 

 

Major phytochemicals present in the plant are: 

a. Cryptoxanthin 

b. Carotene 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Cryptoxanthin Not Applicable Not Applicable Failed 

Carotene Not Applicable Not Applicable Failed 

Lutein -10.12 -18.07 Positive 

Lycopene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Lutein 

helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Bauhinia variegate can prevent Herpes 

due to the presence of Lutein. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Bidens pilosa against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Carnosic acid helped to prevent Herpes. 

 

Introduction: Bidens pilosa is known for its medicinal activities. Roots, leaves and seed have 

been reported to possess antibacterial, antidysenteric, anti-inflammatory, antimicrobial, herpes, 

antimalarial, diuretic, hepato-protective and hypotensive activities. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Bidens 

Species pilosa 

 

Major phytochemicals present in the plant are: 

a. Eugenol 

b. Apigenin 

c. Luteolin 

d. Carnosic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Eugenol Not Applicable Not Applicable Failed 

Apigenin Not Applicable Not Applicable Failed 

Luteolin Not Applicable Not Applicable Failed 

Carnosic acid -12.27 -15.47 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Carnosic acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Bidens pilosa can prevent Herpes due to 

the presence of Carnosic acid. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cedrus libani against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Luteolin helped to prevent Herpes. 

 

Introduction: Cedrus libani is known for its medicinal activities. It is traditionally used to treat 

diseases like arteriosclerosis, water retention, herpes, lymphatic damage, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Cedrus 

Species libani 

 

Major phytochemicals present in the plant are: 

a. Luteolin 

b. Carnosic acid 

c. Eugenol 

d. Salicylic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Luteolin -14.37 -19.31 Positive 

Carnosic acid Not Applicable Not Applicable Failed 

Eugenol Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Luteolin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cedrus libani can prevent Herpes due to 

the presence of Luteolin. Experimental studies are required to validate the results obtained by in-

silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cissus quadrangularis 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ferulic acid helped to prevent Herpes. 

 

Introduction: Cissus quadrangularis is known for its medicinal activities. The roots and stems are 

most useful for healing of fracture of the bones. The stem is bitter; it is given internally and applied 

topically in broken bones, used in complaints of the back and spine.  A paste of stem is useful for 

muscular pains and herpes. The plant has been documented in Ayurveda for the treatment of 

osteoarthritis, rheumatoid arthritis and osteoporosis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Vitales 

Family   Vitacea 

Genus   Cissus 

Species quadrangularis 

 

Major phytochemicals present in the plant are: 

a. Lupeol 

b. Ferulic acid 

c. Hesperidin 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lupeol Not Applicable Not Applicable Failed 

Ferulic acid -12.58 -14.49 Positive 

Hesperidin Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ferulic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cissus quadrangularis can prevent Herpes 

due to the presence of Ferulic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Conyza aegyptica against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Epicatechin helped to prevent Herpes. 

 

Introduction: Conyza aegyptica is known for its medicinal activities. The whole plants used to 

treat herpes, wound, skin diseases and toothache. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Dicotyledonae 

Order    Asterales 

Family   Asteraceae 

Genus   Conyza 

Species aegyptiaca 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Epicatechin 

c. Catechin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Epicatechin -17.27 -20.29 Positive 

Catechin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Epicatechin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Conyza aegyptica can prevent Herpes due 

to the presence of Epicatechin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Cyperus rotundus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Cyperus rotundus is known for its medicinal activities. It is a medicinal herb 

traditionally used to treat various clinical conditions at home such as diarrhea, diabetes, pyresis, 

herpes, inflammation, malaria, and stomach and bowel disorders. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Cyperaceae 

Genus   Cyperus 

Species rotundus 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid Not Applicable Not Applicable Failed 

Gallic acid Not Applicable Not Applicable Failed 

Pelargonidin -11.48 -18.61 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Cyperus rotundus can prevent Herpes due 

to the presence of Pelargonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Euphorbia peplus against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Lutein and Theobromine helped to prevent Herpes. 

 

Introduction: Euphorbia peplus is known for its medicinal activities. The plant is administered in 

the form of herbal tea as diuretic, laxative and emollient. It is also used for the treatment of asthma 

and bronchitis, as it relaxes the smooth muscles of bronchi. It is recommended against dry cough, 

herpes, runny nose and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Euphorbiaceae 

Genus   Euphorbia 

Species peplus 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein -11.79 -18.09 Positive 

Digoxin Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

Theobromine -10.58 -18.91 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Lutein 

and Theobromine helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Euphorbia peplus can prevent Herpes due 

to the presence of Lutein and Theobromine. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Glycyrrhiza glabra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Campesterol helped to prevent Herpes. 

 

Introduction: Glycyrrhiza glabra is known for its medicinal activities. Traditionally used to treat 

many diseases, such as respiratory disorders, hyperdipsia, epilepsy, fever, sexual debility, 

paralysis, stomach ulcers, rheumatism, skin diseases, hemorrhagic diseases, and jaundice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fabales 

Family   Fabaceae 

Genus   Glycyrrhiza 

Species glabra 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Alliin Not Applicable Not Applicable Failed 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol -12.38 -15.91 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Campesterol helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Glycyrrhiza glabra can prevent Herpes 

due to the presence of Campesterol. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Heliotropium marifolium 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Heliotropium marifolium is known for its medicinal activities. Heliotropium 

marifolium is used against syphilis, asthma, herpes, UTI and wound. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Boraginales 

Family   Boraginaceae 

Genus   Heliotropium 

Species marifolium 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol Not Applicable Not Applicable Failed 

Linamarin Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin -9.67 -12.84 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Heliotropium marifolium can prevent 

Herpes due to the presence of Pelargonidin. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Holoptelea integrifolia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Holoptelea integrifolia is known for its medicinal activities. The plant Holoptelea 

integrifolia is used traditionally for the treatment of inflammation, gastritis, dyspepsia, colic, 

intestinal worms, vomiting, wound healing, leprosy, diabetes, hemorrhoids, herpes, dysmenorrhea, 

and rheumatism. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Ulmaceae 

Genus   Holoptelea 

Species integrifolia 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene -16.48 -21.87 Positive 

Glutathione Not Applicable Not Applicable Failed 

Malvidin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Holoptelea integrifolia can prevent 

Herpes due to the presence of Limonene. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Houttuynia cordata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Limonene helped to prevent Herpes. 

 

Introduction: Houttuynia cordata is known for its medicinal activities. It is used as a fresh herbal 

garnish. In northeastern India, it is commonly used in salads and as a garnish over side dishes. The 

tender roots can also be ground into chutneys along with dry meat or fish, chilies, and tamarind. It 

is taken raw as salad and cooked along with fish as fish curry. In Japan and Korea, its dried leaves 

may be used as a tea. Houttuynia cordata was used in traditional Chinese medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophytes 

Class   Angiosperms 

Order    Piperales 

Family   Saururaceae 

Genus   Houttuynia 

Species cordata 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Salicylic acid Not Applicable Not Applicable Failed 

Limonene -11.78 -16.97 Positive 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Limonene helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Houttuynia cordata can prevent Herpes 

due to the presence of Limonene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum hookerianum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Salicylic acid helped to prevent Herpes. 

 

Introduction: Hypericum hookerianum is known for its medicinal activities. It was recommended 

in the first century by Greek physicians as a diuretic, wound-healer, and treatment for menstrual 

disorders. It has been used as an anti-inflammatory, anti-bacterial, disinfectant, and a remedy for 

disorders of the respiratory tract and gall bladder and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species hookerianum 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Salicylic acid 

c. Ursolic acid 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin Not Applicable Not Applicable Failed 

Salicylic acid -12.47 -17.67 Positive 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Salicylic acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum hookerianum can prevent 

Herpes due to the presence of Salicylic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Hypericum mysorense 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ursolic acid helped to prevent Herpes. 

 

Introduction: Hypericum mysorense is known for its medicinal activities. Hypericum mysorense 

has been used to treat wounds and herpes as part of the Ayurvedic system of traditional medicine. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Malpighiales 

Family   Hypericaceae 

Genus   Hypericum 

Species mysorense 

 

Major phytochemicals present in the plant are: 

a. Ursolic acid 

b. Astaxanthin 

c. Sitosterol 

d. Astaxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ursolic acid -12.67 -17.81 Positive 

Astaxanthin Not Applicable Not Applicable Failed 

Sitosterol Not Applicable Not Applicable Failed 

Astaxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Hypericum mysorense can prevent 

Herpes due to the presence of Ursolic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Lippia alba against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Caffeine helped to prevent Herpes. 

 

Introduction: Lippia alba is known for its medicinal activities. A tea made from the leaves is used 

to treat intestinal and respiratory disturbances, including influenza and herpes. A well-sugared 

infusion is drunk to bring relief of heart problems and to soothe tachycardia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Equisetopsida 

Order    Lamiales 

Family   Verbenaceae 

Genus   Lippia 

Species alba 

 

Major phytochemicals present in the plant are: 

a. Pelargonidin 

b. Caffeine 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelargonidin Not Applicable Not Applicable Failed 

Caffeine -10.47 -15.24 Positive 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Caffeine helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Lippia alba can prevent Herpes due to the 

presence of Caffeine. Experimental studies are required to validate the results obtained by in-silico 

analysis. 
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Abstract: An in-silico study was performed to determine the activity of Melia azaderach against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Astaxanthin helped to prevent Herpes. 

 

Introduction: Melia azaderach is known for its medicinal activities. The leaf juice is anthelmintic, 

antilithic, diuretic, herpes and emmenagogue. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Meliaceae 

Genus   Melia 

Species azedarach 

 

Major phytochemicals present in the plant are: 

a. Zingiberene 

b. Ursolic acid 

c. Astaxanthin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Zingiberene Not Applicable Not Applicable Failed 

Ursolic acid Not Applicable Not Applicable Failed 

Astaxanthin -12.78 -17.58 Positive 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Astaxanthin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Melia azaderach can prevent Herpes due 

to the presence of Astaxanthin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Mentha piperata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Sulforaphane helped to prevent Herpes. 

 

Introduction: Mentha piperata is known for its medicinal activities. It is used for treatment of a 

variety of conditions, including irritable bowel syndrome (IBS), nausea, herpes and other digestive 

issues, as well as the common cold and headaches. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Mentha 

Species piperata 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Carotene 

c. Digoxin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane -11.34 -14.54 Positive 

Carotene Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Mentha piperata can prevent Herpes due 

to the presence of Sulforaphane. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Momordia charantia 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Sulforaphane helped to prevent Herpes. 

 

Introduction: Momordia charantia is known for its medicinal activities. Juice of the leaves is used 

to treat piles and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Cucurbitales 

Family   Cucurbitaceae 

Genus   Momordia 

Species charantia 

 

Major phytochemicals present in the plant are: 

a. Curcumin 

b. Ascorbic acid 

c. Sulforaphane 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

Sulforaphane -15.93 -17.78 Positive 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Momordia charantia can prevent Herpes 

due to the presence of Sulforaphane. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Moringa oleifera against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Lycopene helped to prevent Herpes. 

 

Introduction: Moringa oleifera is known for its medicinal activities. Various parts of this plant 

such as the leaves, roots, seed, bark, fruit, flowers and immature pods act as cardiac and circulatory 

stimulants, possess antitumor, antipyretic, antiepileptic, antiinflammatory, herpes, antiulcer, 

antispasmodic, diuretic, antihypertensive, cholesterol lowering. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Brassicales 

Family   Moringaceae 

Genus   Moringa 

Species oleifera 

 

Major phytochemicals present in the plant are: 

a. Isorhamnetin 

b. Rosmarinic acid 

c. Lutein 

d. Lycopene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Isorhamnetin Not Applicable Not Applicable Failed 

Rosmarinic acid Not Applicable Not Applicable Failed 

Lutein Not Applicable Not Applicable Failed 

Lycopene -15.28 -19.34 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Lycopene helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Moringa oleifera can prevent Herpes due 

to the presence of Lycopene. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Myrica rubra against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Theobromine helped to prevent Herpes. 

 

Introduction: Myrica rubra is known for its medicinal activities. The stem bark is used as a wash 

in the treatment of arsenic poisoning, skin diseases, wounds and ulcers. The fruit is carminative, 

herpes, pectoral and stomachic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Fagales 

Family   Myricaceae 

Genus   Myrica 

Species rubra 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Tannic acid 

c. Mangiferin 

d. Digoxin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  

 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

350 

Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine -19.04 -25.27 Positive 

Tannic acid Not Applicable Not Applicable Failed 

Mangiferin Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Theobromine helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Myrica rubra can prevent Herpes due to 

the presence of Theobromine. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Neerium indicum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Myricetin helped to prevent Herpes. 

 

Introduction: Neerium indicum is known for its medicinal activities. Nerium indicum has many 

medicinal properties like bitter, acrid, astringent, anthelmintic, aphrodisiac, stomachic, febrifuge, 

diuretic, emetic, expectorant, cardio tonic, anticancer etc which is used in the treatment of cardiac 

asthma, renal and vesicle calculi, chronic stomach, skin related problems, snake bites joint pains, 

leprosy, cancer, ulcers etc. Leaves and flowers are also used to treat malaria. Leaves and bark is 

treated as insecticide, rat poison and parasitic. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Magnoliophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Apocynaceae 

Genus   Nerium 

Species indicum 

 

Major phytochemicals present in the plant are: 

a. Myricetin 

b. Peonidin 

c. Curcumin 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Myricetin -12.21 -17.81 Positive 

Peonidin Not Applicable Not Applicable Failed 

Curcumin Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Neerium indicum can prevent Herpes due 

to the presence of Myricetin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Peganum harmala against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Myricetin helped to prevent Herpes. 

 

Introduction: Peganum harmala is known for its medicinal activities. It has been used as an 

analgesic, emmenagogue, and abortifacient agent. Leaf was used to cure herpes. In a certain region 

of India the root was applied to kill body lice. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Sapindales 

Family   Nitrariaceae 

Genus   Peganum 

Species harmala 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Myricetin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Myricetin -14.21 -18.37 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Myricetin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Peganum harmala can prevent Herpes 

due to the presence of Myricetin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus emblica 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Malvidin helped to prevent Herpes. 

 

Introduction: Phyllanthus emblica is known for its medicinal activities. Seeds of the fruits are 

used in treatment of asthma, herpes and bronchitis. The leaves are used as fodder. Alcoholic extract 

of the fruit is anti–viral. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species emblica 

 

Major phytochemicals present in the plant are: 

a. Malvidin 

b. Myricetin 

c. Ursolic acid 

d. Ascorbic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Malvidin -11.27 -18.82 Positive 

Myricetin Not Applicable Not Applicable Failed 

Ursolic acid Not Applicable Not Applicable Failed 

Ascorbic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus emblica can prevent Herpes 

due to the presence of Malvidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Phyllanthus urinaria 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ursolic acid helped to prevent Herpes. 

 

Introduction: Phyllanthus urinaria is known for its medicinal activities. It is used in folk medicine 

as a cure to treat jaundice, herpes, diabetes, malaria, and liver diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Malpighiales 

Family   Phyllanthaceae 

Genus   Phyllanthus 

Species urinaria 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Ursolic acid 

c. Limonene 

d. Naringin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin Not Applicable Not Applicable Failed 

Ursolic acid -13.67 -19.33 Positive 

Limonene Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ursolic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Phyllanthus urinaria can prevent Herpes 

due to the presence of Ursolic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

359 

Activity of Pinus massoniana against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 

Rahnuma Neshan1, Chinmaya Chidananda Behera2 

1rahnumaneshan2015@gmail.com 

2chinmaya.pradhan@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Pinus massoniana against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Genistein helped to prevent Herpes. 

 

Introduction: Pinus massoniana is known for its medicinal activities. The chopped or decocted 

leaves are used in the treatment of rheumatism, herpes and intestinal parasites. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Pinopsida 

Order    Pinales 

Family   Pinaceae 

Genus   Pinus 

Species massoniana 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Peonidin 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -13.87 -16.78 Positive 

Daidzein Not Applicable Not Applicable Failed 

Peonidin Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Pinus massoniana can prevent Herpes due 

to the presence of Genistein. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Plantago major against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Gallic acid helped to prevent Herpes. 

 

Introduction: Plantago major is known for its medicinal activities. Plantago major is used in 

wound healing and the leaves were used as a remedy of wounds and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Plantago 

Species major 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Gallic acid 

d. Ellagic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein Not Applicable Not Applicable Failed 

Daidzein Not Applicable Not Applicable Failed 

Gallic acid -15.67 -18.97 Positive 

Ellagic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Gallic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Plantago major can prevent Herpes due 

to the presence of Gallic acid. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Portulaca oleracea against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ajoene helped to prevent Herpes. 

 

Introduction: Portulaca oleracea is known for its medicinal activities. Portulaca oleracea has been 

used as a folk medicine in many countries, acting as a febrifuge, antiseptic, herpes and vermifuge. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Caryophyllales 

Family   Portulacaceae 

Genus   Portulaca 

Species oleracea 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Ajoene 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Ajoene -12.92 -17.99 Positive 

Theobromine Not Applicable Not Applicable Failed 

Quercetin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ajoene 

helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the organism 

causing Herpes. 

 

Conclusions: The molecular docking study showed that Portulaca oleracea can prevent Herpes 

due to the presence of Ajoene. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Salvia officinalis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Tocopherol helped to prevent Herpes. 

 

Introduction: Salvia officinalis is known for its medicinal activities. S. officinalis has been used 

for the treatment of different kinds of disorders including seizure, ulcers, gout, rheumatism, herpes, 

inflammation, dizziness, tremor, paralysis, diarrhea, and hyperglycemia. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Lamiaceae 

Genus   Salvia 

Species officinalis 

 

Major phytochemicals present in the plant are: 

a. Tocopherol 

b. Epicatechin 

c. Coumarin 

d. Proanthocyanidins 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tocopherol -14.95 -23.66 Positive 

Epicatechin Not Applicable Not Applicable Failed 

Coumarin Not Applicable Not Applicable Failed 

Proanthocyanidins Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tocopherol helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Salvia officinalis can prevent Herpes due 

to the presence of Tocopherol. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Santalum album against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Isorhamnetin and Ferulic acid helped to prevent Herpes. 

 

Introduction: Santalum album is known for its medicinal activities. Sandalwood oil has been 

widely used in folk medicine for treatment of common colds, bronchitis, skin disorders, heart 

ailments, general weakness, fever, herpes, infection of the urinary tract, inflammation of the mouth 

and pharynx, liver and gallbladder complaints and other maladies. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Santalales 

Family   Santalaceae 

Genus   Santalum 

Species album 

 

Major phytochemicals present in the plant are: 

a. Hesperidin 

b. Isorhamnetin 

c. Rutin 

d. Ferulic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Hesperidin Not Applicable Not Applicable Failed 

Isorhamnetin -7.38 -15.91 Positive 

Rutin Not Applicable Not Applicable Failed 

Ferulic acid -15.37 -23.34 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Isorhamnetin and Ferulic acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus 

(1KIM) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Santalum album can prevent Herpes due 

to the presence of Isorhamnetin and Ferulic acid. Experimental studies are required to validate the 

results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scinaia hatei against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Sulforaphane helped to prevent Herpes. 

 

Introduction: Scinaia hatei is known for its medicinal activities. It helps to treat herpes, dengue, 

myalgia, pancreatitis, cardiac arrhythmia, and hepatitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Rhodophyta 

Class   Florideophyceae 

Order    Nemalionales 

Family   Chaetangiaceae 

Genus   Scinaia 

Species hatei 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Alliin 

c. Tangeretin 

d. Tannic acid 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane -12.78 -19.44 Positive 

Alliin Not Applicable Not Applicable Failed 

Tangeretin Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Sulforaphane helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scinaia hatei can prevent Herpes due to 

the presence of Sulforaphane. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Scoparia dulcis against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Campesterol helped to prevent Herpes. 

 

Introduction: Scoparia dulcis is known for its medicinal activities. It is considered a weed in 

many areas but used as medicinal herb for a wide range of uses including treatment for digestive 

problems, pulmonary conditions, fever, skin disorders, hypertension, hemorrhoids, diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Plantaginaceae 

Genus   Scoparia 

Species dulcis 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Digoxin 

c. Rosmarinic acid 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Digoxin Not Applicable Not Applicable Failed 

Rosmarinic acid Not Applicable Not Applicable Failed 

Campesterol -9.66 -13.84 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Campesterol helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Scoparia dulcis can prevent Herpes due 

to the presence of Campesterol. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Solanum torvum against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Malvidin helped to prevent Herpes. 

 

Introduction: Solanum torvum is known for its medicinal activities. Fruit and leaf decoction is 

used to treat cough, herpes and to treat liver and spleen enlargement. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Solanum 

Species torvum 

 

Major phytochemicals present in the plant are: 

a. Campesterol 

b. Linamarin 

c. Glutathione 

d. Malvidin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Campesterol Not Applicable Not Applicable Failed 

Linamarin Not Applicable Not Applicable Failed 

Glutathione Not Applicable Not Applicable Failed 

Malvidin -12.52 -16.92 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Malvidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Solanum torvum can prevent Herpes due 

to the presence of Malvidin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Sorghum bicolor against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Pelargonidin helped to prevent Herpes. 

 

Introduction: Sorghum bicolor is known for its medicinal activities. Seed extracts are drunk to 

treat hepatitis and herpes. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Poales 

Family   Poaceae 

Genus   Sorghum 

Species bicolor 

 

Major phytochemicals present in the plant are: 

a. Naringin 

b. Limonene 

c. Naringin 

d. Pelargonidin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Naringin Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

Naringin Not Applicable Not Applicable Failed 

Pelargonidin -12.33 -15.88 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Pelargonidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme 

of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Sorghum bicolor can prevent Herpes due 

to the presence of Pelargonidin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Strobilanthus cusia against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Tangeretin helped to prevent Herpes. 

 

Introduction: Strobilanthus cusia is known for its medicinal activities. It is used for influenza, 

herpes, epidemic cerebrospinal meningitis, encephalitis B, viral pneumonia and mumps. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Lamiales 

Family   Acanthaceae 

Genus   Strobilanthus 

Species cusia 

 

Major phytochemicals present in the plant are: 

a. Tangeretin 

b. Salicylic acid 

c. Epicatechin 

d. Catechin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Tangeretin -14.37 -19.64 Positive 

Salicylic acid Not Applicable Not Applicable Failed 

Epicatechin Not Applicable Not Applicable Failed 

Catechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Tangeretin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Strobilanthus cusia can prevent Herpes 

due to the presence of Tangeretin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Swertia chirata against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Naringin helped to prevent Herpes. 

 

Introduction: Swertia chirata is known for its medicinal activities. People use the parts that grow 

above the ground to make medicine. Chirata is used for fever, constipation, herpes, upset stomach, 

loss of appetite, intestinal worms, skin diseases, and cancer. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Gentianales 

Family   Gentianaceae 

Genus   Swertia 

Species chirayita 

 

Major phytochemicals present in the plant are: 

a. Theobromine 

b. Limonene 

c. Naringin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Theobromine Not Applicable Not Applicable Failed 

Limonene Not Applicable Not Applicable Failed 

Naringin -8.66 -12.57 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Naringin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Swertia chirata can prevent Herpes due 

to the presence of Naringin. Experimental studies are required to validate the results obtained by 

in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

381 

Activity of Syzygium aromaticum against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 

NibeditaNayak1, Dojalisa Sahu2 

1nibeditanayak1512@gmail.com 

2dojalisa.sahu@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Syzygium aromaticum 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Digoxin and Pelargonidin helped to prevent Herpes. 

 

Introduction: Syzygium aromaticum is known for its medicinal activities. Traditionally, cloves 

have been used for centuries in the treatment of vomiting; flatulence; nausea; liver, herpes, bowel 

and stomach disorders; and as a stimulant for the nerves. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species aromaticum 

 

Major phytochemicals present in the plant are: 

a. Lutein 

b. Digoxin 

c. Pelargonidin 

d. Limonene 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Lutein Not Applicable Not Applicable Failed 

Digoxin -14.35 -19.66 Positive 

Pelargonidin -8.11 -11.57 Positive 

Limonene Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Digoxin and Pelargonidin helped deactivate the Thymidine Kinase of  Herpes Simplex virus 

(1KIM) enzyme of the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium aromaticum can prevent 

Herpes due to the presence of Digoxin and Pelargonidin. Experimental studies are required to 

validate the results obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Syzygium jambos against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ellagic acid helped to prevent Herpes. 

 

Introduction: Syzygium jambos is known for its medicinal activities. A decoction of the leaves 

is used as a diuretic, herpes, a remedy for sore eyes and for rheumatism. The seeds are used to treat 

diarrhoea, dysentery, diabetes and catarrh. A decoction of bark is administered to relieve asthma 

and bronchitis. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Myrtales 

Family   Myrtaceae 

Genus   Syzygium 

Species jambos 

 

Major phytochemicals present in the plant are: 

a. Ellagic acid 

b. Gallic acid 

c. Tannic acid 

d. Theobromine 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Ellagic acid -14.55 -18.32 Positive 

Gallic acid Not Applicable Not Applicable Failed 

Tannic acid Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ellagic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Syzygium jambos can prevent Herpes 

due to the presence of Ellagic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Taracetium vulgare 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Quercetin helped to prevent Herpes. 

 

Introduction: Taracetium vulgare is known for its medicinal activities. In larger doses the plant 

can procure an abortion, though these doses can be poisonous. Externally, tansy is used as a 

poultice on swellings, herpes and some eruptive skin diseases. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Asterales 

Family   Asteraceae 

Genus   Taracetum 

Species vulgare 

 

Major phytochemicals present in the plant are: 

a. Pelletierine 

b. Alliin 

c. Theobromine 

d. Quercetin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Pelletierine Not Applicable Not Applicable Failed 

Alliin Not Applicable Not Applicable Failed 

Theobromine Not Applicable Not Applicable Failed 

Quercetin -10.36 -14.17 Positive 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Quercetin helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Taracetium vulgare can prevent Herpes 

due to the presence of Quercetin. Experimental studies are required to validate the results obtained 

by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Usnea complanta against 

Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Genistein helped to prevent Herpes. 

 

Introduction: Usnea complanta is known for its medicinal activities. It can sometimes be used as 

a bioindicator, because it tends to only grow in those regions where the air is clean, and of high 

quality. It is also used to cure herpes. 

The plant is classified as follows: 

Kingdom  Fungi 

Division   Ascomycota 

Class   Lecanoromycetes 

Order    Lecanorales 

Family   Asteraceae 

Genus   Usnea 

Species complanta 

 

Major phytochemicals present in the plant are: 

a. Genistein 

b. Daidzein 

c. Tangeretin 

d. Campesterol 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Genistein -13.64 -23.11 Positive 

Daidzein Not Applicable Not Applicable Failed 

Tangeretin Not Applicable Not Applicable Failed 

Campesterol Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that 

Genistein helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of 

the organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Usnea complanta can prevent Herpes due 

to the presence of Genistein. Experimental studies are required to validate the results obtained by 

in-silico analysis. 



National Conference on Molecular Docking (Series I): Phytochemicals against Herpes 

10-12 June 2019 

Centurion Journal of Multidisciplinary Research 

Special Issue: June 2019 

389 

Activity of Ventilago denticulate against Herpes through deactivation of 

Thymidine Kinase of  Herpes Simplex virus (1KIM) 

ArsiaTabish1, Dojalisa Sahu2 

1tabisharsia@gmail.com 

2dojalisa.sahu@cutm.ac.in 

Centurion University of Technology and Management, Odisha, India 

 

Abstract: An in-silico study was performed to determine the activity of Ventilago denticulate 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Ferulic acid helped to prevent Herpes. 

 

Introduction: Ventilago denticulate is known for its medicinal activities. Stem bark is powdered 

and mixed with sesame oil, externally applied to skin diseases and sprains. Root bark—used for 

atonic dyspepsia, mild fever, herpes and debility. Sap is used for the treatment of deafness. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Rosales 

Family   Rhamnaceae 

Genus   Ventilago 

Species denticulate 

 

Major phytochemicals present in the plant are: 

a. Allicin 

b. Hesperidin 

c. Ferulic acid 

d. Epicatechin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Allicin Not Applicable Not Applicable Failed 

Hesperidin Not Applicable Not Applicable Failed 

Ferulic acid -16.84 -19.77 Positive 

Epicatechin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Ferulic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Ventilago denticulate can prevent Herpes 

due to the presence of Ferulic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 
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Abstract: An in-silico study was performed to determine the activity of Withania somnifera 

against Herpes. Molecular docking using Biovia Discovery Studio was performed to identify the 

phytochemical responsible to deactivate Thymidine Kinase of  Herpes Simplex virus (1KIM) 

enzyme. It was found that Tannic acid helped to prevent Herpes. 

 

Introduction: Withania somnifera is known for its medicinal activities. The medicinal plants are 

widely used by the traditional medical practitioners for curing various diseases like diarrhea, 

dysentery, insect bites, anemia, albuminuria, diabetes, herpes, etc. 

The plant is classified as follows: 

Kingdom  Plantae 

Division   Tracheophyta 

Class   Magnoliopsida 

Order    Solanales 

Family   Solanaceae 

Genus   Withania 

Species somnifera 

 

Major phytochemicals present in the plant are: 

a. Sulforaphane 

b. Tannic acid 

c. Rosmarinic acid 

d. Cryptoxanthin 

One of the major enzymes required for the survival of the organism causing Herpes is Thymidine 

Kinase of  Herpes Simplex virus (1KIM) enzyme. The objective of this work is to find the 

phytochemical that can deactivate the enzyme, thereby preventing the physiological activity of the 

organism.  
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Methodology: Biovia Discovery Studio was used to do molecular docking. Sdf files of the 

phytochemicals and pdb codes of the enzyme were used for molecular docking. C-docking resulted 

in C-Docker energy and C-Docker interaction energy. High negative values of C-Docker energy 

and C-Docker interaction energy indicated strong interaction between the phytochemical and the 

enzyme. 

 

Results and discussion: The result of molecular docking is presented in Table 1. “Positive” in the 
remarks column indicated that the phytochemical is capable of deactivating the Thymidine Kinase 

of  Herpes Simplex virus (1KIM) enzyme. 

Phytochemical CDocker energy CDocker interaction 

energy 

Remarks 

Sulforaphane Not Applicable Not Applicable Failed 

Tannic acid -11.67 -19.38 Positive 

Rosmarinic acid Not Applicable Not Applicable Failed 

Cryptoxanthin Not Applicable Not Applicable Failed 

 

Based on the values of C-Docker energy and C-Docker interaction energy it was found that Tannic 

acid helped deactivate the Thymidine Kinase of  Herpes Simplex virus (1KIM) enzyme of the 

organism causing Herpes. 

 

Conclusions: The molecular docking study showed that Withania somnifera can prevent Herpes 

due to the presence of Tannic acid. Experimental studies are required to validate the results 

obtained by in-silico analysis. 

 




