67432_screenshot_1.mp4
2.1.2: (Herb name danshen being typed into the search bar. Then, the search is clicked, and Radix Salviae being selected from the search results) 00:00 - 00:23
2.1.3: (Clicking on the download button to download the 2D structure then Save being clicked to save the structure in .mol2 format) 00:24 - 07:26

67432_screenshot_2.mp4
2.2.1: (PDB database is opened, and UCHL3 is entered. Then, the search is clicked. TXT: UCHL3: Ubiquitin C-Terminal Hydrolase L3) 00:00 - 00:13
2.2.2: (Homo sapiens followed by search being clicked in the refinements) 00:14 - 00:23
2.2.3: (1XD3 with small molecule-protein co-crystallization being selected from the search results. Then, download files are clicked and PDB format is selected) 00:24 - 00:47

67432_screenshot_3.mp4
2.3.1: (Creating a folder named danshen_UCHL3 docking on the desktop. Compounds of Salvia miltiorrhiza Bge and UCHL3 structures being saved into the folder) 00:00 - 00:21
2.3.2: (English folder name being typed to prevent import failure) 00:22 - 00:41

[bookmark: OLE_LINK4][bookmark: OLE_LINK5]67432_screenshot_4.mp4
2.4.1: (Opening Maestro software, navigating through File, and selecting Change Working Directory) 00:00 - 00:15
2.4.2: (Click on the desktop, then danshen_UCHL3 docking folder, and selecting Choose Options) 00:16 - 00:23

67432_screenshot_5.mp4
2.5.1: (Clicking File and selecting Import Structures) 00:00 - 00:07
2.5.2: (Opening docking folder, selecting the Salvia miltiorrhiza Bge structure file, and clicking Open) 00:08 - 00:54

[bookmark: OLE_LINK6][bookmark: OLE_LINK7]67432_screenshot_6.mp4
2.6.1: (Clicking Tasks and selecting the LigPrep option) 00:00 - 00:06
2.6.2: (In the LigPrep window, selecting Project Table from the Use structure from the dropdown. Then, Determine chiralities from 3D structure option under the computation section being checked) 00:07 - 00:17

67432_screenshot_7.mp4
2.7.1: (Job name being changed to danshen_ligprep1 and clicking Run to start the small molecule processing) 00:00 - 00:28

67432_screenshot_8.mp4
2.8.1: (Clicking File and selecting Import Structures. Then, navigating to the Desktop and double-click on the danshen_UCHL3 docking folder) 00:00 - 00:10
2.8.2: (Clicking on the UCHL3 protein structure file and selecting Open to import the protein structure file) 00:11 - 00:20
[bookmark: OLE_LINK8]67432_screenshot_9.mp4
2.9.1: (Select the covalent bond connecting Gly75 and the small molecule, then press the delete. Select the Gly75 residue, then click the build button, choose C button) 00:00 - 00:15
2.9.2: (Select the covalent bond connecting Cys95 and the small molecule, then press the delete. Select the Cys95 residue.Click the build button, select other edits, and then click Mutate Residue, Choose CYS) 00:16 - 00:36

67432_screenshot_10.mp4
2.10.1: (Selecting Protein Preparation Workflow from the Tasks menu) 00:00 - 00:12
2.10.2: (Job name updated to UCHL3_protein pre and clicking Run to perform protein processing) 00:13 - 00:47

67432_screenshot_11.mp4
2.11.1: (Clicking on Tasks, choosing Receptor Grid Generation, and selecting Pick to identify the ligand molecule) 00:00 - 00:20
2.11.2: (Pink docking box appearing around the small molecule in the workspace) 00:21 - 00:29
2.11.3: (Default settings applied and the job named 1XD3_danshen_glide_grid. Then, clicking Run to execute the grid generation process) 00:30 - 01:00

67432_screenshot_12.mp4
2.12.1: (Clicking on Tasks and selecting the Ligand Docking option) 00:00 - 00:10
2.12.2: (Selecting the Receptor Grid, then clicking From file and Browse. Then, 1XD3_danshen_glide_grid.zip file is selected, and Open is clicked) 00:11 - 00:29

[bookmark: OLE_LINK9][bookmark: OLE_LINK10]67432_screenshot_13.mp4
[bookmark: OLE_LINK11][bookmark: OLE_LINK12]2.13.1: (Selecting Use Ligands from as files and clicking Browse) 00:00 - 00:06
2.13.2: (Clickign danshen_ligprep1 file, selecting danshen_ligprep1-out.maegz file and clicking Open) 00:07 - 00:20
2.13.3: (Clicking Settings and selecting Precision as the SP) 00:21 - 00:26
2.13.4: (Changing job name to danshen_UCHL3_glidedock_SP and clicking Run to execute the docking) 00:27 - 01:19

67432_screenshot_14.mp4
2.14.1: (Clicking click File, selecting Import Structures, and navigating to the danshen_UCHL3 docking folder) 00:00 - 00:10
2.14.2: (Double-clicking on danshen_UCHL3_glidedock_SP and selecting the SP_pv.maegz file for import) 00:11 - 00:30
2.14.3:  (Clicking on the Table option and viewing the score under the docking score column) 00:31 - 00:53
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2.15.1: (Opening danshen_UCHL3_glidedock_SP_pv.maegz in Maestro. Holding Shift to select danshensu and the protein) 00:00 - 00:10

2.15.2: (Right-clicking and selecting Merge to create a new structure) 00:11 - 00:21
2.15.3: (Selecting the new structure and right-clicking. Then, choosing Export, clicking Structures, naming the file danshensu_UCHL3, and exporting it in .pdb format) 00:22- 01:02

67432_screenshot_16.mp4
2.16.1: (Selecting the merge structure in the panel, clicking Tasks and selecting 2D Sketcher. Image showing the interaction between danshensu and UCHL3) 00:00 - 00:11
2.16.2: (Importing danshensu_UCHL3.pdb into PyMOL. Visualization of the structure based on the 2D sketch from Maestro) 00:12 - 00:57
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