
Prediction of constituent
interactions from purple cabbage
with eNOS enzyme using
AutoDock Tools 1.5.6. Then, the
potency of constituents based on
molecular docking was tested for
pharmacokinetic properties with
the pkCSM ADMET descriptors
algorithm protocol.

METHODOLOGY

This study aims to determine the
effectiveness of compounds from
purple cabbage as
antihypertensive and
pharmacokinetic predictions.

OBJECTIVE

THE POTENTIAL OF PURPLE CABBAGE (BRASSICA OLERACEA L. VAR. CAPITATA F. RUBRA) 

CHEMICAL CONSTITUENTS AS ANTIHYPERTENSIVE: IN SILICO AND ADMET APPROACH

BACKGROUND

The carotenoid and vitamin group from purple cabbage have
the potential to be antihypertensive.
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RESULTS AND DISCUSSION

CONCLUSION
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1. Molecular Docking Validation

Figure 1. Overlap of native ligand between
co-crystal (green) and re-docking (gray)

The docking parameter in this study was
declared valid because it has an RMSD of 3.077
Å. It shows that the position of the native ligand
as a result of re-docking after being
superimposed was getting closer to the co-
crystal results (Jain and Nicholls, 2008).

2. Receptor-Ligands Interaction and
Visualization

3. Prediction of Pharmacokinetic Properties

In silico molecular docking, results show that β-carotene,
lutein, and α-carotene (carotenoid group), as well as cyanidin-
3-diglucoside-5-glucoside (anthocyanin group), have very high
binding affinities with ΔG (kcal/mol) and Ki values (nM), -9.91;
54.21, -8.40; 695.27, -7.94; 1510, and -7.85; 1770,
respectively compared to captopril (-4.02; 1130000) as a drug.
The purple color caused by this group of compounds is helpful
for therapeutic effects, such as degenerative diseases. 

ADMET predictions show that only α-carotene and vitamin A meet the
predictions of absorption (Caco2, 1.262 and 1.516 × 10-6 cm/s and intestinal
absorption, 92.061 and 92.218%), distribution (BBB permeability, 0.945; 0.644),
metabolism (cytochrome P450), excretion (total clearance, 1,531 log
mL/min/kg vitamin A only), and toxicity (vitamin A that is not toxic in AMES test).

https://www.google.com/search?q=stikes+salsabila&sca_esv=569950492&authuser=1&source=hp&ei=xn4aZYPkDvedseMPno-CqAc&iflsig=AO6bgOgAAAAAZRqM1jjOJPGmJQKy84zP8fN9C8cQ0Onj&gs_ssp=eJzj4tFP1zcsqCpJS8lONzJgtFI1qDBKNTEyMky2MEoxT0k2T0uzMqhIMk5LMk1MSjVJSTQ1N0tJ9RIoLsnMTi1WKE7MKU5MysxJBAAJXxa8&oq=stikes+salsabila&gs_lp=Egdnd3Mtd2l6IhBzdGlrZXMgc2Fsc2FiaWxhKgIIADILEC4YrwEYxwEYgAQyBRAAGIAEMgUQABiABDIFEAAYgAQyBRAAGIAEMgYQABgWGB4yBhAAGBYYHjIGEAAYFhgeMgYQABgWGB4yBhAAGBYYHkjZKlAAWIAYcAB4AJABAJgB1wGgAcAPqgEGMy4xMi4xuAEByAEA-AEBwgILEAAYgAQYsQMYgwHCAggQABiABBixA8ICCxAAGIoFGLEDGIMBwgIIEC4YgAQYsQPCAgsQLhiABBixAxiDAcICDhAuGIAEGLEDGMcBGK8BwgIFEC4YgATCAgsQLhiABBjHARivAQ&sclient=gws-wiz
mailto:farukjayantokelutur@ymail.com

