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1.A new lignocellulose modeling method was developed by integrating molecular simulation methods and diverse testing technologies.
2.Three components (cellulose, hemicellulose, and lignin) were selected as simulation objects to accurately calculate the properties of the model and reduce the amount of calculation.
3.Three components (cellulose, hemicellulose, and lignin) were selected as simulation objects to accurately calculate the properties of the model and reduce the amount of calculation.
4.The electron density analysis indicated that the π–π conjugation effect of the aromatic ring structures was subject to heteroatoms, and it caused the electrons to accumulate on the heteroatoms.
