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Structural dynamics and in silico design of pyrazolopyran-based inhibitors against Plasmodium serine
hydroxymethyltransferases

miideilangifulidnulasairadafoumuiifuaranuanalunndrfueulsiveIulansond-
avfiansuaeisa (Serine hydroxymethyltransferases) voufenaaluiiounelsaunaniss e P. vivax uas P
falciparum 3n@EnsnaY Pyrazolopyran 16iun Pyrazolopyran-(+85) wag Pyrazolopyran-(+86) Fafuan1snnaesly
e fuinistusuisnnuanunsalunmsdudinmsihanureseulsifingn ldafenududussdunluluas (nM)
lngnanisiungaleseiiouisniaaiineuiianmesnisinasanainidalaana (Molecular dynamics simulation)
WU Pyrazolopyran-(+86) fimnuanunsatunisinduiuteulasdlafnii Pyrazolopyran-(+85) Usunad 2 kcal/mol
wagnunsnordluluusnaudu (Binding site) vasouled ﬁﬁmmﬁﬂﬁfyﬁiamwﬁﬁuﬁuﬁaé’ué’?& Tawn L124, G128,
H129, 1130, K139, N356 hag T357 G?fnﬁﬂﬂejmﬁﬂ%'w':;qiﬂiqa%'ﬂwm Pyrazolopyran-(+86) TidUsz@nsninuin
93y Tnemuinlassadrandnvessndiuds (Pyrazolopyran core) ﬂ’JiL‘lJ?i"c’JUL‘fJUﬂﬁjiJ Carboxylate iiiaifiuanuaninge
Tunsinduiu R371 uenannillaseadnedau Phenyl wae Piperidine ring miLﬂEIEJUL‘T]uij Phenolic 3y 9 e
nsindumenuszlalasiaudunsneziluluusinudu sammamsmaaqﬁmmﬂmﬁ%aﬂang?ﬂmqa%fwuméhé’mjy'q
nau Pyrazolopyran setoulusiiwesulensendumiiansuamlosavesenaalufounolsaunane wWeldluns

Usudsdlassademaailifianvaiunsalunisgaduiinanniy saenuiiludmsimueiduinanselvg o 1%
Usgdvnngeusioly

-baseq ,
Jopyran ing,,
P = /74:,,@\
@

w—PLS
Pyrazolopyran(+)-85
=== Pyrazolopyran(+)-86

3

o

°
2
9
@
&

Reference:

Mee-udorn P, Nutho B, Chootrakool R, Maenpuen S, Leartsakulpanich U, Chitnumsub P, Rungrotmongkol T. Structural

dynamics and in silico design of pyrazolopyran-based inhibitors against

Plasmodium  serine
hydroxymethyltransferases. Journal of Molecular Liquids, 2022;362: 119737.

DOI: https://doi.org/10.1016/j.molliq.2022.119737

GOODHEALTH ANUTBULeIRULTNYUNe SDGs:
AND WELLBEING

Wwined 3: msfiguninuazauduegiia (Good health and well-being)

L 4



https://doi.org/10.1016/j.molliq.2022.119737

