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3A4, CYP2C9 by flavones derivatives
2| M. Pravalika Conferenze Extraction of Bioactive compounds from Poster Anurag Group of 27-28" Feb
Cassia Auriculata and its Institutions 2020
Chromatographic Studies
3 |.P. Shankaraiah Conference A Review on Animal models in Diabetes Poster Anurag Group of 27-28" Feb
‘Mellitus Institutions 2020
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KRISHNA UNIVERSITY IASTLSR-2020

Structure-function relationships of inhibition of human cytochromes P450

3A4, CYP2CY by 97 flavones derivatives

Sunil Junapudi

Department of Pharmaceutical Chemistry, Geethanjali College of Pharmacy, Cherryal,
Keesara, Ranga Reddy District, Telangana. India- 501301

Abstract

In this study, were examined and compared the structure-function relationships of the
inhibition of human P450s 3A4. CYP2C9, CYP2C9 in complex with an inhibitor with a total
of 97 flavonoids by measuring HEM for the former three enzymes and Protoporphyrin IX
containing FE, HEME-C respectively, for the latter two enzymes. The flavonoids used were
flavone, nine hydroxylated flavones. four methoxylated flavones, eight methoxylated
hydroxyflavones. flavanone, 4.5, 7-trihydroxylflavancne and its glycoside. 4'5,7-
trihvdroxyisoflavone, and 4'-methoxy-5,7-dihydroxyflavone. During this work we tend to
study the interaction of ninety seven flavones derivatives against P450s 3Ad4, CYP2C9,
CYP2C9 for hepatoprotective activity discovery using molecular docking simulation.
Docking simulation for every compound was continual molegro virtual docker MVD
2013.6.0 for windows was used to predict the degree of each P450s 3A4, CYP2C9, CYP2CY
binding pockets. In this study was conclusion that structurally diverse flavonoid derivatives
inhibit human P450 CYP2C9. 3A4 and CYP2CY in complex to different degrees, depending
on the enzymes and inhibitors, and that there are different mechanisms of inhibition of these
P450s by flavonoids. The presents of bi-phenolic (bi-flavones: unix-26, 29, 61) groups was
found to surpriselly increase inhibition potency toward these P450 enzymes. Some of a 5, 7-
diliydroxyl group in the A ring of flavone was found W inciesse the inhibition pateney
toward these P450 enzymes (unix-4, 80). Moleeular docking studier suggest that there are
different oricntutions in (e intemetion of the six flavoneids with the five PASO enrymes
exammed and that two or more mechaniams are possible W cxplam how vanous flavenaids
wilithit fndividual 450 enzymes differently,
Key words: Muolegio Vittual Docker, flavenes, human cytochromes P450.
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