PHARMACEUTICAL

A PRE SYNTHESIS STUDY : DOCKING, TOXICITY PREDICTION, AND
PHARMACOPHORE IDENTIFICATION OF N-((4-FLUOROPHENYL)
CARBAMOTHIOYL)BENZAMIDE SERIES AS SIRTUIN-1 INHIBITOR

Anindi Lupita Nasyanka, Janatun Na’imah, Diah Ratnasari, Siswandono, Dini Kesuma,
Department of Pharmacy, Faculty of Health, University of Muhammadiyah Gresik
Department of Pharmacy, Faculty of Pharmacy, Airlangga University
Department of Medicinal Chemistry, Faculty of Pharmacy, University of Surabayalndonesia

ABSTRACT

Development anticancer drug targeted which has high activity and low toxicity is still
promising. In silico method is possible to visually depict in three dimensions of the ligand
(drug) and its receptors, predict toxicity, and identify pharmacophore. We have selected N-
((4-Fluorophenyl) Carbamothioyl) Benzamide (NBFFT) series with three steps, Docking,
toxicity, and pharmacophore prediction on cytotoxic activity in sirtuin-1. Method: we used
Molegro Virtual Docker 5.5 for docking with sirtuin-1 receptors in protein data bank
(4i51.pdb), toxicity prediction by ProTox, and pharmacophore identification by LigandScout
4.3.2. Result: Docking result selected five active compounds compared with hydroxyurea;
NBFFT15, NBFFT14, NBFFT19, NBFFT 13, and NBFFT17 from their low rerankscore.
Then from toxicity prediction, four compounds eliminated and remained NBFFT13 with
dimethylamine moiety. Last, NBFFT13 had several pharmacophore to strengthen their
activity on sirtuin-1 amino acids receptor. Conclusion: NNBFFT13 is promising to continue
synthesis and next step of drug development sirtuin-1 inhibitor.

Key words: Docking, Toxicity, pharmacophore, N-((4-Fluorophenyl) Carbamothioyl)
Benzamide
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Kata Pengantar

Assalamualaikum Warahmatulla Hiwabarokatuh

Pertama-tama, marilah kita bersyukur kepada Allah SWT, Yang Maha Kuasa, atas
berkah-Nya, karena membimbing kita ke jalan yang benar, dan karena telah memberikan kita
semua sarana dan kesempatan bersama di sini untuk menghadiri acara yang penuh makna ini.

Atas Nama Universitas Muhammadiyah Gresik, kami sangat tersanjung dan senang
menyambut Bapak / Ibu di International Conference on Engineering, Social, Science and Health,
University of Muhammadiyah Gresik (UMGESHIC) 2020. Kami juga ingin menyampaikan
terima kasih kepada semua Keynote speaker yang telah menerima undangan kami untuk menjadi
keynote speaker pada konferensi ini. Apresiasi juga kami sampaikan dan terima kasih kepada
penyelenggara konferensi, co-host, semua reviewer, serta penulis atas kontribusinya dalam
menyukseskan acara UMGESHIC 2020. Kami juga sangat mengapresiasi penerbitan kami,
partner, IOP Publishing, atas dukungan kolaboratif mereka dalam menerbitkan prosiding
konferensi.

Tujuan dari UMGESHIC 2020 adalah untuk memberikan beberapa peluang penelitian
yang nantinya dapat diimplementasikan dan dikembangkan dalam kehidupan nyata, mengingat
tantangan saat ini dalam Revolusi Industri 4.0, khususnya dalam Pengembangan Sumber Daya
Manusia serta Teknologi Informasi. Melalui konferensi Internasional ini, kami ingin terlibat
dengan Anda semua dalam dialog terbuka dan konstruktif tentang berbagai topik di bidang
Engineering, Social, Science and Health. Apalagi wabah pandemi masih menjadi masalah yang
menakutkan bagi hampir semua negara dan mempengaruhi semua aspek kehidupan manusia.
Oleh karena itu, konferensi ini diharapkan dapat memberikan solusi atas permasalahan yang
muncul.

Hadirin sekalian, akhirnya izinkan saya mengucapkan semoga Konferensi yang
bermanfaat dan menyenangkan bagi Anda. Semoga acara ini sukses dan membawa kita lebih
banyak ilmu dan manfaat kedepannya.

Gresik, Februari 2021
Rektor Universitas Muhammadiyah Gresik.
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Message from the Rector

Assalamualaikum Warahmatulla Hiwabarokatuh

First of all, let us thank Allah SWT, the Almighty, for His blessing, for guiding us into the right
path, and for granting us all means and opportunities together here to attend this meaningful occasion. On
behalf of the University of Muhammadiyah Gresik, we are greatly honored and pleased to welcome you to
Universitas Muhammadiyah Gresik Engineering, Social, Science and Health International Conference
(UMGESHIC) 2020. We would also like to extend our gratitude to all Keynote speakers who have
accepted our invitation to become the invited keynote speakers of this conference. We would also like to
give our appreciation and thank you to the conference organizers, co-host, all of the reviewers, as well as
the authors for their contribution to making the success of the event of UMGESHIC 2020. We also greatly
acknowledge our publishing partner, IOP Publishing, for their collaborative support in publishing the
conference proceedings. The goal of UMGESHIC 2020 is to provide some research opportunities which
can later be implemented and developed in the real-life, given the current challenges in this Industrial
Revolution 4.0, especially in Human Resource Development as well as Information Technology. Through
this International conference, we would like to engage with all of you in an open and constructive dialogue
about various topics on Engineering, Social, Science as well as Health. Moreover, the pandemic breakout
is still a frightening issue for almost all countries and affects all aspects of human life. Therefore this
conference, hopefully, can bring some solutions to the problems arise from this. Ladies and gentlemen,
finally allow me to wish you a fruitful and pleasant Conference. May this event be successful and bring us
more knowledge and benefits in the future.

Wassalamualaikum Warahmatulla Hiwabarokatuh

Rector University of Muhammadiyah Gresik
Prof. Dr. Ir. Setyo Budi, M.S.
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Lailiyah. bicolor (l1.) Moench) Varieties Using Seed
Biomatriconditioning Treatment
S. Budi Study of Several Superior Sugarcane Clones
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(Saccharum Spp.) Growth in Various Salt
Stress Level

U Firmani, R Nurdiani, A W Ekawati and H
Nursyam.

Gut bacteria community of the milkfish
(Chanos chanos Forskal.) in Gresik, East Java
Province

Sri Wiyatiningsih, Wiwik Sri Harijani, Wahyu
Santoso, Riko Setya Wijaya, and Khoirur
Rojikin.

Biopesticide Applications To Improve The
Resistance Of Pummelo Orange Plant (Citrus
Maxima) Against Diplodia Disease
(Botryodiplodia Theobromae Path.)

Fishery

Andi Rahmad Rahim, Gawest Bagus Permana

Water Quality And Absolute Growth Length
Of Gracilaria Verrucosa Seaweed Cultivated
With Polyculture System Of Vannamei Shrimp,
Milkfish And Seaweed

Aminin, Farikhah, Muhammad Zainul
Muttaqin, Sri Andayani, Diana Arfiati.

Histopathological Profile and Methallothionein
Level in Response to Lead Depuration on
Filopaludina javanica

Farikhah, Aminin, Triana Retno Palupi, Nur
Maulida Safitri

Protein Profile Analysis Of African Catfish
Clarias gariepinus strain Dumbo Without
Pectoral Fins Isolated From Eye Organes Using
SDS-PAGE

Moderator (Psycology)

Awang Setiawan Wicaksono, S.Psi. M.Psi.

Yoseph Benny Kusuma, Miftahul Hamim, Yuli
Rahmawati

Internet  Self-Efficacy = And  Academic
Procrastination In Students Who Following
Online Learning During The Covid-19
Pandemic
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