Toward Protein Dynamics Slmuléﬁ@@
with Ab Initio Accuracy




ing that living things do can be understood in terms of the jiggling and wiggling of atoms
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AIMD: Ab Initio Molecular Dynamics
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AIZBMD: EFAINE—ERIBEY S Fri A

Al’BMD: Al powered Ab Initio BioMolecular Dynamics

Tong Wang*, Xinheng He, Mingyu Li, Yatao Li, Ran Bi, Yusong Wang, Chaoran Cheng, Xiangzhen Shen, Jiawei Meng, He Zhang, Haiguang Liu, Zun
Wang, Shaoning Li, Bin Shao*, Tie-Yan Liu. Ab initio characterization of protein molecular dynamics with AI2BMD, Nature, November 2024.
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Trajectories:
Proteins AI’BMD potential t+At—> ... > t+nAt
Fragmentation Modelling Calculation Simulation
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SS00941
2,450 atoms

Polyphophate kinase
11,404 atoms

APC

5,292 atoms

Aminopeptidase N

\_

13,728 atoms

J

DFT: 254+ days

2252 TN

AlI°BMD: 2.610 sec
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