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Prediction of Enantioseparation of Econazole on the Cyclodextrin Derivatives as Chiral Selectors by Molecular Docking
Approach

Molecular docking approach has been successfully developed for prediction of enantioseparation of econazole on the
cyclodextrin derivatives namely sulfated-f-cyclodextrin (S-B-CD) and hydroxypropyl-y-cyclodextrin (HP-y-CD) as chiral
selectors. Molecular docking was performed using AutoDock Vina software and the root mean square deviation (RMSD)
was calculated using PyMol software. Molecular docking shows that R-Econazole forms more stable interaction with all
cyclodextrin derivatives than S-Econazole forms, suggesting that S-econazole will be eluted earlier than R-econazole. In
addition, the stability level of cyclodextrin derivatives as chiral selectors was S--CD > HP-y-CD.


https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/submission/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/submission/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/submissionReview/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/submissionReview/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/downloadFile/2719/4661/1
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/downloadFile/2719/4661/1
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/editSuppFile/2719/787
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/editSuppFile/2719/787
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/addSuppFile/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/addSuppFile/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?to%5B%5D=Dadan%20Hermawan%20%3Cdadan.hermawan%40unsoed.ac.id%3E&redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&subject=&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?to%5B%5D=Dadan%20Hermawan%20%3Cdadan.hermawan%40unsoed.ac.id%3E&redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&subject=&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?to%5B%5D=Santi%20Handayani%20%3Csantinurhandayani%40yahoo.com%3E&redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&subject=&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?to%5B%5D=Santi%20Handayani%20%3Csantinurhandayani%40yahoo.com%3E&redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&subject=&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/viewMetadata/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/author/viewMetadata/2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Dadan%20Hermawan%20%3Cdadan.hermawan%40unsoed.ac.id%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Dadan%20Hermawan%20%3Cdadan.hermawan%40unsoed.ac.id%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Nurul%20A%20Septiorini%20%3Cnurul.septiorini%40mhs.unsoed.ac.id%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Nurul%20A%20Septiorini%20%3Cnurul.septiorini%40mhs.unsoed.ac.id%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Cacu%20Cacu%20%3Ccacumubarok97%40gmail.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Cacu%20Cacu%20%3Ccacumubarok97%40gmail.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Ponco%20Iswanto%20%3Cponcoiswanto%40gmail.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Ponco%20Iswanto%20%3Cponcoiswanto%40gmail.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Uyi%20Sulaeman%20%3Cuyisulaeman%40gmail.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Uyi%20Sulaeman%20%3Cuyisulaeman%40gmail.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Hassan%20Y%20Aboul-Enein%20%3Chaboulenein%40yahoo.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/SICoMAS2021/user/email?redirectUrl=https%3A%2F%2Fconference.unsoed.ac.id%2Findex.php%2FSICoMAS2021%2FSICoMAS2021%2Fauthor%2Fsubmission%2F2719&to%5B%5D=Hassan%20Y%20Aboul-Enein%20%3Chaboulenein%40yahoo.com%3E&subject=Prediction%20of%20Enantioseparation%20of%20Econazole%20on%20the%20Cyclodextrin%20Derivatives%20as%20Chiral%20Selectors%20by%20Molecular%20Docking%20Approach&paperId=2719
https://conference.unsoed.ac.id/index.php/SICoMAS2021/
https://conference.unsoed.ac.id/index.php/SICoMAS2021/

Academic discipline and —
sub-disciplines

Keywords Econazole; Enantioseparation; Molecular docking.
Language en

Supporting Agencies

Agencies —

() TR
This work is licensed under a Creative Commons Attribution 3.0 License.

Copyright © 2021 Sicomas. All Rights Reserved
Faculty of Mathematics and Natural Sciences - Jenderal Soedirman University


http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/
http://creativecommons.org/licenses/by/3.0/

). Dadan Hermawan Unsoed Purwokerto <dadan.hermawan@unsoed.ac.id>

......

The Proceeding of SICOMAS 2021

2 messages

SICoMAS 2021 <sicomas@unsoed.ac.id> Sat, May 28, 2022 at 10:50 AM
To: tien.setyaningtyas30@gmail.com, dadan.hermawan@unsoed.ac.id, mardiyah.kurniasih@unsoed.ac.id,
mekar.anggraeni@unsoed.ac.id, "budi.pratikno" <budi.pratikno@unsoed.ac.id>, jajang 1 <jajang@unsoed.ac.id>, Sri
Maryani 1 <sri.maryani@unsoed.ac.id>, Mia Nur Islami <mianurislami11@gmail.com>, sunarsih@lecturer.undip.ac.id,
"Ni Made Asih, S.Pd., M.Si." <madeasih@unud.ac.id>, marjono@ub.ac.id, saadatulfitri@ub.ac.id, rbagus@ub.ac.id,
Ririn Anur <ririnadinurhudha@gmail.com>, bambang.guswanto@unsoed.ac.id, SUROTO 1 <suroto@unsoed.ac.id>,
triyani@unsoed.ac.id, abdul MANAN <amanan.geophysics@gmail.com>, Efita Pratiwi Adi
<efita.pratiwi@unsoed.ac.id>, Nurfitriana | <izaina.nurfitriana@tg.itera.ac.id>, Jamrud Aminuddin 1
<jamrud.aminuddin@unsoed.ac.id>, liliklestarirspaw@gmail.com, "Muh.Altin Massinai" <altin@science.unhas.ac.id>,
GNANASANGEETHA G <sangee@unom.ac.in>, Sehah Al-Lasimy <sehah@unsoed.ac.id>,
wahyu.cahyanto@unsoed.ac.id

Dear authors

I am glad to confirm that the proceedings of SICOMAS 2021. It can be found here:

https://www.atlantis-press.com/proceedings/sicomas-21

Please make sure to send us your corrections/remarks until May 30 2022 and Kindly acknowledge the receipt of
this email. The final version will be launched on May 31 2022.

Best regards

SICoMAS 2021 Committee

Jamrud Aminuddin, Ph.D.
Conference Chairman

Website : https://conference.unsoed.ac.id/index.php/SICOMAS2021/
Email: sicomas@unsoed.ac.id

Dadan Hermawan Unsoed Purwokerto <dadan.hermawan@unsoed.ac.id> Mon, Mar 6, 2023 at 11:02 AM
To: Ponco Iswanto <poncoiswanto@gmail.com>, Dhermawan Somantri <dadankimia@gmail.com>

[Quoted text hidden]


https://www.atlantis-press.com/proceedings/sicomas-21
https://www.atlantis-press.com/proceedings/sicomas-21
https://www.atlantis-press.com/proceedings/sicomas-21
https://www.atlantis-press.com/proceedings/sicomas-21
https://conference.unsoed.ac.id/index.php/SICoMAS2021/
https://conference.unsoed.ac.id/index.php/SICoMAS2021/
https://conference.unsoed.ac.id/index.php/SICoMAS2021/
mailto:sicomas@unsoed.ac.id
mailto:sicomas@unsoed.ac.id
mailto:sicomas@unsoed.ac.id

Part of SPRINGER NATURE
PROCEEDINGS | JOURNALS | BOOKS

Search

Series: Advances in Physics Research

Proceedings of the Soedirman International Conference
on Mathematics and Applied Sciences (SICOMAS 2021)

PROCEEDINGS OF THE SOEDIRMAN INTERNATIONAL CONFERENCE ON MATHEMATICS AND
APPLIED SCIENCES (SICOMAS 2021)

Prediction of Enantioseparation of Econazole on the Cyclodextrin
Derivatives as Chiral Selectors by Molecular Docking Approach

Authors
Dadan Hermawan!' *, Cacu Cacul, Nurul Alif Septiorinil, Ponco Iswanto!, Uyi

Sulaeman!, Hassan Y Aboul-Enein?

1 Department of Chemistry, Faculty of Mathematics and Natural Science, Jenderal Soedirman
University, Indonesia

2 Department of Pharmaceutical and Medical Chemistry, Pharmaceutical and Drug Industries
Research Division, National Research Centre (NRC), DokKki, Cairo, Egypt

* Corresponding author. Email: dadan . hermawan@unsoed.ac.id

Corresponding Author
Dadan Hermawan

Available Online 25 May 2022.

DOI
10.2991/apr.k.220503.002 How to use a DOI?

Keywords
Cyclodextrin; Enantioseparation; Econazole; Molecular docking


https://www.atlantis-press.com/
https://www.atlantis-press.com/
https://www.atlantis-press.com/proceedings/series/apr
https://www.atlantis-press.com/proceedings/series/apr
https://www.atlantis-press.com/proceedings/sicomas-21/125974515
https://www.atlantis-press.com/proceedings/sicomas-21/125974515
https://www.atlantis-press.com/proceedings/sicomas-21/125974508
https://www.atlantis-press.com/proceedings/sicomas-21/125974508
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#C1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#C1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF1
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF2
https://www.atlantis-press.com/proceedings/sicomas-21/125974520#AFF2
https://doi.org/10.2991/apr.k.220503.002
https://doi.org/10.2991/apr.k.220503.002
https://www.atlantis-press.com/using-dois
https://www.atlantis-press.com/using-dois
https://www.atlantis-press.com/proceedings
https://www.atlantis-press.com/proceedings
https://www.atlantis-press.com/proceedings
https://www.atlantis-press.com/journals
https://www.atlantis-press.com/journals
https://www.atlantis-press.com/journals
https://www.atlantis-press.com/books
https://www.atlantis-press.com/books
https://www.atlantis-press.com/books

Abstract

Molecular docking approach has been successfully developed for predic

of enantioseparation of econazole on the cyclodextrin derivatives namely
sulfated-p-cyclodextrin (S-B-CD) and hydroxypropyl-y-cyclodextrin (HP-y-CD)
as chiral selectors. Molecular docking was performed using AutoDock Vina
software and the root mean square deviation (RMSD) was calculated using
PyMol software. Molecular docking shows that R-Econazole forms more
stable interaction with all cyclodextrin derivatives than S-Econazole forms,
suggesting that S-econazole will be eluted earlier than R-econazole. In
addition, the stability level of cyclodextrin derivatives as chiral selectors was
S-B-CD > HP-y-CD.
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