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S. No Marine compound IUPAC name Molecular formula Gold score
and Mol. Wt.
4-amino-1-[(2R,5S)-2-  C8H11N303S
1 LAMIVUDINE (hydroxymethyl)-1,3- 229.257g/mol 45.0218
oxathiolan-5-
yl]pyrimidin-2-one
C10H7CIN202
2 BATZELLINE -D Pyrrolo[4,3,2- 222.628g/mol 44.3852
de]quinoline-7,8-dione,
6-chloro-1,3,4,5-
tetrahydro-
3 2-amino-9-(2- C8H11N503
ACYCLOVIR hydroxyethoxymethyl)- 225.205g/mol 43.1362
3H-purin-6-one
4 C,H;sNS
THIIOACETAMIDE Ethanethioamide 75.132800 g/mol 42.7412

Table 1: Table shows the best docked Marine compounds and its GOLD score.
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	The Homology Model of Human CCR5 with Swiss-Prot ID: P51681 was generated using MODELLER [39] with ClustalW alignment of Bovine Rhodopsin sequence [accession number P02699] and its crystal structure [PDB: 1F88] as Template [40] chosen from PDB BLAST hit. The obtained Model was validated using PROCHECK [41] and final Energy minimized using CHARMm to obtain stable structure for further studies.



