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ABSTRAK 

Penelitian ini bertujuan untuk mensintesis dan karakterisasi, prediksi farnakokinetik serta 

molekuler docking senyawa kompleks. Sintesis logan Fe (III) dengan 1-(4-hexylbenzoyl)-3-

methythiourea dengan pelarut etanol menggunakan refluks pada suhu 150°C selama 8 jam. Hot 

stage Microscopy, Spektrofotometr Uv-Vis, Spektrofotometri Inframerah dan Spektrofotometri 

Massa digunakan untuk karakterisasi senyawa kompleks. Berat senyawa kompleks sebesar 0,0531 

g. Kemurnian senyawa kompleks telah diuji dengan menggunakan penentuan jarak lebur dan 

diperoleh jarak lebur berkisar 50°-52ºC. Hasil karakterisasi senyawa kompleks 

[C30H50FeN4O4S2]
4+ 

memiliki panjang gelombang maksimum 267,0 nm dan memberikan serapan 

vibrasi gugus Fe-O pada bilangan gelombang 558,4 cm-
1
 dan serapan gugus Fe-N pada bilangan 

gelombang 476,43 cm-
1
, berat molekul menggunakan spektrofotometri massa adalah 651,146 

g/mol. Proses molecular docking dilakukan menggunakan software AutodockTools-1.5.6.6 dan 

menunjukan senyawa kompleks [C30H50FeN4O4S2]
4+

 memiliki interaksi lebih baik daripada 1-(4-

hexylbenzoyl)-3-methythiourea dengan nilai energy binding afinitas (ΔG) sebesar -12,66 kkal/mold 

an konstanta inhibisi (Ki) sebesar 52,85 x 10
-5

 μM. Dapat disimpulkan bahwa senywa kompleks 

tersebut dapat dijadikan kandidat antikanker. 
 

Kata kunci:  Kompleks, Docking, Logan Fe (III), Sintesis,  1‐(4‐hexylbenzoyl)‐3‐methylthiourea 

 

ABSTRACT 

 

The aims of this research were the synthesize and characterization, the pharmacokinetic and 

toxicity prediction, and molecular docking of the complex. The synthesis of Fe (III) metal with the 

1-(4-hexylbenzoyl)-3-methythiourea in ethanol by reflux at 150°C for 8 hours. The Hot Stage 

Microscopy, UV-Visible Spectrophotometry Infrared Spectrophotometry, and Massa 

Spectrophotometry were used to characterize the complex. The weight of the complex was 0.0531 

g. The purity of the complex has been tested using the determination of melting point and obtained 

a melting point range was 50°-52ºC. The Characteristics of the [C30H50FeN4O4S2]
4+

 complex have 

a maximum wavelength of 267,0 nm and provide absorption of Fe-O vibrations at wavenumbers 

558,4 cm-
1
 and Fe-N vibrations at wavenumbers 476,43 cm-

1
, the m/z complex of 

spectrophotometry mass was 651,146 g/mol. The molecular docking process was performed using 

AutodockTools-1.5.6 software and it showed that the [C30H50FeN4O4S2]
4+

 complex could interact 

with ribonucleotide reductase enzyme and it has better interaction than the 1‐(4‐hexylbenzoyl)‐3‐

methylthiourea with the binding affinity energy (ΔG)of -12,66 kcal/mole and the constant 

inhibition (Ki ) of 52,85 x 10
-5

 μM. It can be concluded that the complex coumpound can be used 

as an anticancer candidate. 
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