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Figure S1 RMSD of Ads system for protein and RNA under three simulations.
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Figure S2 RMSD of Ads (N48A) system for protein and RNA under three simulations.
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[bookmark: _Hlk53392826][bookmark: _Hlk66089846]Figure S3 RMSD of Aus system for protein and RNA under three simulations.
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Figure S4 RMSD of Aus (N48A) system for protein and RNA under three simulations.
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Figure S5 The RMSD of gas phase interaction energy of any continuous 10 ns snapshots during the last 50 ns for Ads systems. The abscissa represents the start time of continuous 10 ns samples. The samples of continuous 10 ns with the smallest RMSD are marked triangle.
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Figure S6 The RMSD of gas phase interaction energy of any continuous 10 ns snapshots during the last 50 ns simulation for Aus systems. The abscissa represents the start time of continuous 10 ns samples. The samples of continuous 10 ns with the smallest RMSD are marked triangle.
[image: ]
Figure S7 Time-averaged interaction entropy of continuous 10 ns with lowest energy fluctuation of for Ads systems under three simulations.
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Figure S8 Time-averaged interaction entropy of continuous 10 ns with lowest energy fluctuation of for Aus systems under three simulations.
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