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Molecular Simulation Technology in the Study of Oil and Gas Field Corrosion Inhibitor

DU Lei "* | SHANGGUAN Chang-huai ', LIN Xiu-zhou ’
(1 China Petroleum Engineering Southwest Company, Chengdu 610041, China; 2 The Key Laboratory for Mechanical and
Environmental Behavior of Tubular Goods CNPC, Chengdu 610041, China; 3 Sichuan Province Key Laboratory for

Corrosion and Protection of Materials, Zigong 643000, China)

Abstract; On the base of the corrosion in acidic or high acidic oil and gas field, development of the technology and

anticorrosion mechanism of the imidazoline and its derivatives, parent compounds of benzene nitrite, organic amines and its

derivatives are overviewed, and structure designing and chemical analysis of corrosion inhibitor affected by molecular simula-

tion are introduced, application of developing newly corrosion inhibitor by molecular simulation is emphasized. It’s important

for developing excellent performance and no pollution corrosion inhibitor in harsh environment in the future.

Key words: corrosion inhibitor; molecular simulation; quantum chemistry; oil and gas field



