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Report of Activity performed under MoU, BIET, Lucknow  

Name of the activity performed: In silico assessment using STRING and Molecular 

Docking  

Number of Teachers/students participated:  01/ 01 

Who                Dr. Seema Rai, Adyasha Purohit 

Date of Event : 01/04/2022 and 31/07/2022     

Venue :  VIRTUAL MEETING  WITH BIET, Bioinformatic Lab 

 

1. Virtual Discussion regarding requirement of protein IDs (PDB) for In silico 

analysis of Poly cystic ovarian syndrome (PCOS) associated Protein (LHR, 

FSHR, ER𝜶, β LEPR) and central/peripheral clock proteins (BMAL, PER1, 

CRY1) with melatonin receptors MT1R and MT2R) using STRING and 

Molecular Docking (Cluspro, Zdock) 

Details of Event Proceedings 

Date  
(DD-MM-YYYY) 

Details of the 
Session 

Details of Resource 
Person 

Number of 
Participants 

22-03-2022 2021-2022 
Dr. Anupam Singh 

Mr. Ashish Kumar Rai 
 

02 

30-03-2022 2021-2022 
Dr. Anupam Singh 

Mr. Ashish Kumar Rai 
 

02 

03-04-2022 2021-2022 
Dr. Anupam Singh 

Mr. Ashish Kumar Rai 
 

02 

02.05.2022 2021-2022 
Dr. Anupam Singh 

Mr. Ashish Kumar Rai 
 

02 

01.06.2022 2021-2022 
Dr. Anupam Singh 

Mr. Ashish Kumar Rai 
 

02 

 

A Brief Abstract of the Event (Maximum 500 Words): 

We have started jointly to work on In silico analysis of PCOS associated proteins (LHR, 

FSHR, estrogen α and β, leptin) and central/ peripheral clock proteins (BMAL1, PER1 

and CRY1) with melatonin receptors (MT1 and MT2) using molecular docking as 

bioinformatic tool. Preliminary results obtained using Search Tool for the Retrieval of 

Interacting Gene (STRING) data base suggest that Per1, Cry1, and BMal1 showed direct 
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interaction with other, however MT1r and MT2D have no direct interaction rather it is 

mediated via Cry 1 protein. LH, FSH shows a n indirect interaction with Bmal1and 

among themselves through Androgen Receptor. Androgen receptor (AR) and Bmal1 are 

two main keys regulator which keeps clock genes associate and connected with LH, FSH. 

Further, Leptin receptor requires recruitment of other intermediate protein to interact 

with LH, FSH, Clock genes (Bmal1, Per1, Cry1) and melatonin receptors MT1r and 

MT2R. The result also showed the co-expression and co-occurrence of the protein by 

given average local clustering coefficient value. The interpretation suggest that there 

must be a functional association between the protein and it will be useful for better 

understanding of protein-protein interactions. work. The visit proved to be very much 

useful for the student in their future field of Practice. 

  

 

However, a further study to know more accuracy regarding the interaction of PCOS 

associated genes / Protein regarding the affinity of legend and receptor is still ongoing by 
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using Cluspro, Zdock Bioinformatic software. This part of the study belongs to the thesis part 

of Ph D scholar Ms Adyasha Purohit. 

 

2. We will start working towards comparative effect of different nano-formulation with a 

strong antioxidative molecule melatonin and nanoparticle loaded melatonin in       

Drosophila melanogaster, a model with 70 % genetic similarity with human being, which 

will and help in understanding of the therapeutic potential of melatonin in different 

models including human being. We also start working towards comparative study for 

the effect of different metal nanoparticles like silver nanoparticles, gold nanoparticles, 

zinc oxide nanoparticles and melatonin against Drosophila melanogaster. 

 

3. A NATIONAL CONFERENCE On ''Current Approaches Using Latest Techniques in 

Life-Sciences” 24th-25th Oct 2022 will be organized jointly. 

 

 

 

 

Dr. Seema Rai  Mr. Ashish Kumar Rai Dr. Anupam Singh                                                                                                                                                

 
 

 

 

 

                             

 

 

 

 


