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Abstract

Enddophyte fimgus Mhos berbarum (NFCCE 4035} was previowsly isolated and identified Trom heatthy leal’ thssue of
Merfandsu bengalensis Benth plant from Manipar. We recenily cxtablished the antibacterial activity of cthyl acetase
extracts uf endophivie fumgus £ derbarun dn v and idemtificd some potentinlly. nclive components using GU=M5. The
currenl stuly alims 1o perform melecular docking of the discovered P berbarum compiands agaimst Mus carymes (vur A,
Mur €, Mur [, snd Mur F) of Saphyiocoooes area using Auio Bock Tools 1.56: SwissADME anfine 100l was wed to
caleulase the toug=likeness chararistics. Acconding tothe findings, ealy |4 of 23 bloactive compounds evaluated froem /2
Aerbarmm extract adhered W Lipinski's Rule of Five (LR0S) asd hod binding affimity ranged between =3.5 10 -6.5 (keal!
ol wilh o st one of the foar tangcied Mur couymes. When conpancd 1o all ol bivactive compoinds that interact
wish warget Mus encymies, 2-Palmitoylglveenal malecule demonstmied highest bisding aflinity (6.5 kealmol) with Mur
F ligase, However, (1RIBI RS S 6u0-Trimethy icyslof3. 1. | heptasr3-amine has shown excellent binding affinity for
all selected farget (Mur A, Mur C, Mur I, and Mur F) enzymes. Abso, this study confimed 1hat the boactive composmids
can be developed into mare potent inhibitods wrgeting 5. gwreus-nelated infections,
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Introduction

Endoplytes st i beological snchives for umiguee nansal
chemicals, opering up new avenues o medication devel-

(Stamick gt al. 2004; Tiwars et al, 2021 ), Endophytic fiangus
has b linked 10 the discovers of nsmerons, significan)
Phoactive compounds (Mo and Raveada 20030 Penicil-
flee sl ather endophytic’ fumgal specics Nave received

opmend, In the Bun for nevel chemical entities, pl

inhabit the mterms) tivsecs of all plast species, are becams
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e 50t than oter microbial species pver winge the
dascovery- of penicillin. They have stong track recand of
peoducing o wide range of chemical compounds. thas fall
inin several clmsaes, such ss alkaloids, antibictics, hoes
mnuﬂ.mrmmim,ecr,iﬂomnmdlaimh 201 3: Frisvad
et ul 2017) These spocics are notible for the presence of
particular mrycotonins sisch s patalin, cigrinin, ochratoxin,
etc., s well 23 the large number of pharmacologically sig-
nilkcant ehemicals that have so for been deseribed from
therm  Tiward e al, MI]; The fsc of reststnnee ko anivhial-
s by’pudupml:spw-ciwh n-.'iuph.l'u:ﬂrmfwm.
Kereptacocoi § de [T
hshmimmﬂnﬂycmnﬂmomw
0 public Bcalih, In particulas, infections felated to Siymi-
cnrmms areien (5 amevur) paibigens have no! only becone

miare prevabent bt hove alse staned developing resistange
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