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INTISARI

Studi Komputasi Inhibisi Korosi Besi oleh Molekul Morin dan Turunannya

Oleh:

Igbal Desriman (1610412006)
Imelda, M. Si*, Prof. DR. Emriadi*

gam atau paduan, yang
n logam akibat korosi juga
dn utama dalam industri
ik merupakan solusi yang
cingan. Pada penelitian ini
ibisi anti korosi besi oleh
ol menggunakan metode

-31G. Parameter kimia

Salah satu masalah ser
menyebabkan kerugian
menyebabkan kerusaka
logam, terutama di medig

dilakukan studi komputas
6 turunan senyawa mori
Density Functional Theqt
kuantum yang diperoleh}ad
Erumo, momen dipol (DVIRG QN ELumo yang diperoleh,
kemudian dihitung nilai § gon (A), band gap (AE),
elektronegativitas (x), hag { gity (w), nucleophilicity (g).
Kemudian dilakukan juga 0 3 6F A @ nilai transfer muatan (AN),
AEBgack ponation, dan energi diergRe il mga>parameter kimia kuantum
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nilai Eads, Ebinding, €ntalpi (AH), energi bebas gibbs (AG), dan energi entropi (AS) yang
menunjukkan bahwa inhibitor 2 {tersubstitusi gugus R1(-CHs) dan R2 (-CHs)} memiliki
kemampuan inhibisi anti korosi yang lebih baik dibandingkan 5 inhibitor lainnya
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ABSTRACT

Computational Study of Iron Corrosion Inhibition by Morine Molecule and Their

Derivatives

by:

Igbal Desriman (1610412006)
Imelda, M. Si*, Prof. DR. Emriadi*

One of the serious problg T | psion of metals or alloys,
which causes enormous - amalg 0 corrosion also causes
environmental damage Iqustry, especially in acidic
media. The use of org I the prevention of metal
corrosion because itism ufly, a computational study
was conducted to anal ¢ ij-corrosion by 6 morine
derivatives with gas and €thas Aﬁ =la PEnsity Functional Theory
(DFT) method with the B o i m chemical parameters
obtained from the optimi ‘_{r etric structure, EHOMO,
ELUMO, dipole moment § HBOMO and ELUMO values
obtained, the ionization pg idQap (AE), electronegativity
(x), hardness (n), softnesg Cliy are calculated. (¢). Then
the optimization of the Fe & fhe value of charge transfer
(AN), AE Back donation, m\ﬁ - the calculation of these
guantum chemical parameters, 3 gas-pfraseqiibitors were selected to be optimized with
the Fe*2 ion so that the values of Eads, Ebinding, enthalpy (AH), free energy Gibbs (AG),
and entropy energy (AS) were selected which indicates that inhibitor 2 (substituted)
groups R1 (-CH3) and R2 (-CH3)) have better anti-corrosion inhibition ability than other
inhibitors

“
Sam
P

Keywords : DFT, Morin, Inhibition, Iron



