Skip to Main Content if(true) { document.getElementByld("skipNavigationLink").onclick =function
skipElement () { var element = document.getElementByld(‘article__content’); if(element == null ||
element == undefined) { element = document.getElementsByClassName('article__content').item(0); }
element.setAttribute(‘tabindex’,'0"); element.focus(); } }

Access byCAS - National Science Library

Access byCAS - National Science Library

This Journal
e Anywhere


http://www.las.ac.cn
http://www.las.ac.cn
http://www.las.ac.cn
http://www.las.ac.cn

Login / Reqister

The full text of this article hosted at iucr.org is unavailable due to technical difficulties.

googletag.cmd.push ( function () { googletag.display ( ‘advert-leaderboard'); }); _

Bulletin of the Korean Chemical Society

Volume 38, Issue 2



/action/showLogin?uri=%2Fdoi%2Fabs%2F10.1002%2Fbkcs.11064
/action/showLogin?uri=%2Fdoi%2Fabs%2F10.1002%2Fbkcs.11064
/action/showLogin?uri=%2Fdoi%2Fabs%2F10.1002%2Fbkcs.11064
/action/showLogin?uri=%2Fdoi%2Fabs%2F10.1002%2Fbkcs.11064
/action/clickThrough?id=1013&url=http%3A%2F%2Fpubads.g.doubleclick.net%2Fgampad%2Fjump%3Fiu%3D%24googlePublisherCategory%26amp%3Bsz%3D728x90%26amp%3Btile%3D1%26amp%3Bc%3D%24random&loc=%2Fdoi%2Fabs%2F10.1002%2Fbkcs.11064&pubId=57685504&placeholderId=1015&productId=101018
/journal/12295949
/toc/12295949/38/2

Article

DockingAfA¢A A€EA A<based In Silico Screening for Identification of
Micromolar Inhibitors of TropomyosinAfA¢A A€A Aerelated Kinase A
from Natural Origin

Daehyun Kim

Department of Chemistry, ChungAfA¢A AEA AsAng University, Seoul 06974, Korea

Search for more papers by this author

Jung Youl Park

Corresponding Author

E-mail address:jypark@hanbat.ac.kr

IndustryAfA¢A AEA AsAcademic Cooperation Foundation, Hanbat National University, Daejeon
34158, Korea

Search for more papers by this author

JIAfACA AEA AsHyun Kim

Corresponding Author

E-mail address:jihyunkim@cau.ac.kr

National CRIAfA¢A AEA A«Center for Chemical Dynamics in Living Cells, ChungAfA¢A A€A AsAng
University, Seoul 06974, Korea


/action/doSearch?ContribAuthorStored=Kim%2C+Daehyun
/action/doSearch?ContribAuthorStored=Kim%2C+Daehyun
/action/doSearch?ContribAuthorStored=Park%2C+Jung+Youl
mailto:jypark@hanbat.ac.kr
/action/doSearch?ContribAuthorStored=Park%2C+Jung+Youl
/action/doSearch?ContribAuthorStored=Kim%2C+Ji-Hyun
mailto:jihyunkim@cau.ac.kr

Search for more papers by this author

Daehyun Kim

Department of Chemistry, ChungAfA¢A AEA A«Ang University, Seoul 06974, Korea

Search for more papers by this author

Jung Youl Park

Corresponding Author

E-mail address:jypark@hanbat.ac.kr

IndustryAf A¢A AEA AeAcademic Cooperation Foundation, Hanbat National University, Daejeon
34158, Korea

Search for more papers by this author

JiIAfA¢A AEA AeHyun Kim

Corresponding Author

E-mail address:jihyunkim@cau.ac.kr

National CRIAfA¢A A€A A«Center for Chemical Dynamics in Living Cells, ChungAfA¢A A€A A-Ang
University, Seoul 06974, Korea


/action/doSearch?ContribAuthorStored=Kim%2C+Ji-Hyun
/action/doSearch?ContribAuthorStored=Kim%2C+Daehyun
/action/doSearch?ContribAuthorStored=Kim%2C+Daehyun
/action/doSearch?ContribAuthorStored=Park%2C+Jung+Youl
mailto:jypark@hanbat.ac.kr
/action/doSearch?ContribAuthorStored=Park%2C+Jung+Youl
/action/doSearch?ContribAuthorStored=Kim%2C+Ji-Hyun
mailto:jihyunkim@cau.ac.kr

Search for more papers by this author

First published: 12 January 2017

https://doi.org/10.1002/bkcs.11064

Read the full text

About
PDF
PDF
Tools
e Request permission
e Export citation
e Add to favorites
e Track citation
Share
Give access

Share full text access


/action/doSearch?ContribAuthorStored=Kim%2C+Ji-Hyun
https://doi.org/10.1002/bkcs.11064
/doi/full/10.1002/bkcs.11064
/doi/full/10.1002/bkcs.11064
/doi/epdf/10.1002/bkcs.11064
/doi/pdf/10.1002/bkcs.11064
https://onlinelibrary.wiley.com/action/rightsLink?doi=10.1002%2Fbkcs.11064&mode=
/action/showCitFormats?doi=10.1002%2Fbkcs.11064
/personalize/addFavoritePublication?doi=10.1002%2Fbkcs.11064
/action/addCitationAlert?doi=10.1002%2Fbkcs.11064

Share full text access

Share a link

e Email to a friend
e Facebook

e Twitter

e Linkedin

e Google+

e Reddit

e CiteULike

Abstract

TropomyosinAfA¢A A€A Aerelated kinase A (TrkA) serves as a promising target protein for the
development of anticancer medicines. We report new TrkA inhibitors of natural origin identified from
the structureAfA¢A A€A Asbased virtual and biochemical screening. A proper molecular hydration
term was implemented into the original free energy function to perform virtual screening with an
improved accuracy. As a consequence, four natural TrkA inhibitors were found with 1C5, values
ranging from 3 to 70AfA¢A A€A A%AfAZA AYsM. The good biochemical efficacies and structural
simplicities of these new inhibitors signifies that they deserve to be further studied for optimization of
the anticancer activity through the structureAf A¢A A€A A“activity relationship analysis. The detailed
analysis of binding modes indicates that the micromolar biochemical efficacy of the new inhibitors
could be achieved by the simultaneous establishment of multiple hydrogen bonds and hydrophobic
interactions in the ATPAfA¢A AEA A«binding site of TrkA.
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