File name: Supplementary Data 1

Description: Results of MS analysis on GPR84-Gai complex with no ligand added in the positive and
negative ion modes.

File name: Supplementary Movie 1

Description: The process of ligand entry during LiGaMD and the stable pose of the ligand in the
following conventional MD The upper left portion of the video shows the state during the entry process,
while the upper right indicates the type of simulation being performed. Key residues involved in the
ligand entry and stable pose are displayed as sticks with labels, and ECL2 and extracellular TM6-7 are
represented as green and purple cartoons, respectively.



