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Surat Keterangan
Pengalihan ljin Publikasi Mandiri

Kami, panitia pelaksana kegiatan International Symposium on Medicinal Plant and
Traditional Medicine “Indonesia Traditional Medicine for Human Welfare”, memberikan ijin
Pengalihan Publikasi Mandiri secara online artikel dari:

Nama Penulis : Broto Santoso
Asal Institusi : Fakultas Farmasi Universitas Muhammadiyah Surakarta
Judul Artikel : COMPARISON OF FREE DOCKING TOOLS.

untuk dipublikasi secara Mandiri oleh yang bersangkutan. Artikel tersebut telah
dipresentasikan secara poster dalam International Symposium on Medicinal Plant and
Traditional Medicine “Indonesia Traditional Medicine for Human Welfare” yang
diselenggarakan oleh Medicinal Plant and Traditional Medicine Research and Development
Centre (MPTMRDC/B2P2TOQOT) - NiHRD, Ministry of Health Republic of Indonesia in
colaboration with  National Working Group of Indonesian Medicinal Plant
(POKJANASTOI)pada tanggal 4-6 Juni 2014 di Auditorium of Medicinal Plant and Traditional
Medicine Research and Development Center (MPTMRDC/B2P2TOOT) Tawangmangu.
Demikian surat ini dibuat agar dapat dipergunakan sebagaimananya mestinya.

Tawangmangu, 27 Februari 2015
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P-MPP-010
COMPARISON OF FREE DOCKING TOOLS

Broto Santoso’
Faculty of Pharmacy Universitas Muhammadiyah Surakarta, Indonesia
"Corresponding author: Broto.Santoso@ums.ac.id

Database of natural medicinal compounds, primarily derived from plants are widely available, distributed and
can be accessed for free via the Internet. The protein database that is responsible for a particular disease in
molecular biology also has been established since 1971. Limited access of information on various results of
research in Indonesia, repeatability of objects and topics of research are often the case, extract and fraction
of medicinal plant resulted non-selective conclusion of target activity of disease, the lack of advanced
research that gained successful outcome due to a very few in number of pure isolates that obtained from
certain plants and many other difficulties that will be found in the development of Indonesian medicinal
compounds. The insufficiency of research funding given decreased the amount of research and increased
competition to getso as to the preliminary studies using prediction theory through computational chemistry is
needed to rise the accomplishment of research, one of them is the virtual screening using docking tools.
This study aimed to compare the docking tools is available for free. The parameters of comparison are
simplicity of use, easiness of access to information, advantages and disadvantages for the novice user, the
system that must be prepared, speediness for obtaining and analysing the results and the level of
confidentiality. MarvinSketch and OpenBabel are main software that needed for supporting Docking tools.
The selected docking tools must be available free for use online or offline. The use of online docking tools
that provided by a third-party does not meet the desired level of confidentiality. Dock6, Dock3.7 and
PLANTS are not stress-free in the installation or the docking procedure becauseit needs further experience
conceming computer systems. PyRx, Chimera, MarvinSpace or VegaZZcould be selected as a candidate
docking tools. They havean easy setup and operation as well as their trust worthy because they can be run
offline. Chimera and PyRx recommended as docking tool that have to be used because it has the following
advantages: both can be run on any operating system (Windows, Mac or Linux) and fulfil all the requirement.
Application of database of natural medicinal compounds and proteintargetsusing docking tool: Chimera and
PyRx should be recommended by the Indonesian government in order to become standard procedure of
research before performing a certain activity assay of the plant as early prediction approaching the results to
be acquired.

Keywords: Free Docking Tools, Chimera, PyRx, Dock6, PLANTS, MarvinSpace, VegaZZ, online, offline

P-MPP-011
CHROMATOGRAM PROFILE (FINGERPRINT) KATUK LEAVES (Sauropus androgynus (L.) Merr)
OF STANDARDIZATION AS A PLANT EXTRACT MATERIALS NATURAL MEDICINE

Erlinda* and Lince Yarni
The National Agency of Drug And Food Control Pekanbaru, Indonesia
"Corresponding author: erlindahasan@gmail.com

Katuk (Sauropus androgynus L.) is a vegetable plant that is widely used in natural medicine products. To
Prevent Counterfeiting Necessary components of the product to establish the standardization of quality
simplicia/extract. This study aims to obtain a profile of the chromatogram (fingerprint) katuk leaf as the basis
for standardization of extracts of natural medicine by identifying a mixture of natural medicines through the
fingerprint (fingerprint). Results chromatogram profile (fingerprint) TLC analysis of the documentary system
Obtained the best resolution to extract n - hexane, chloroform , ethyl acetate and methanol at A 254 nm and
A 366 nm, visible light and the apparition anisaldehid ie spots with the mobile phase: n - hexane - chloroform
- ethyl acetate (40:20:40) ; toluene - dioxane - acetic acid glacial (90:25:10), chloroform - acetone - formic
acid (75:16:8) and cyclohexane - diethylamine - ethanol (60:30:10). Analysis by TLC-Scanner Obtain the
best resolution of the ethanol extract, n -hexane, chloroform, ethyl acetate and methanol in the mobile phase
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