JoVE 65712R2 Screenshot Summary

Video 2
· 65712_screenshot_1.mp4
· 2.1.2 (Input Generator is being clicked followed by Membrane Builder) 00:00-00:11
· 65712_screenshot_2.mp4
· 2.2.1 (The Bilayer Builder is being selected) 00:00-00:06
· 2.2.2 (The Membrane Only System is being clicked, and the generated JOB ID is being saved) 00:07-00:29
· 65712_screenshot_3.mp4
· 2.3.1 (The view structure is being clicked) 00:00-00:07
· 2.3.2 (Missing components or errors are being inspected) 00:08-00:22
· 65712_screenshot_4.mp4
· 2.4.1 (Heterogeneous Lipid is being selected. The rectangular box type is being chosen) 00:00-00:07
· 2.4.2 (45 water molecules per lipid are being selected) 00:08-00:13
· 65712_screenshot_5.mp4
· 2.5.1 (The length of XY is being set) 00:00-00:06
· 2.5.2 (The number needed for each lipid species is being determined. TXT: 600 lipids distributed equally across two leaflets are used) 00:07-00:17
· 65712_screenshot_6.mp4
· 2.6.1 (Lipids used in the PI model are being selected) 00:00-00:15
· 2.6.2 (Lipids used in the PI-PS model are being selected) 00:16-00:35
· 65712_screenshot_7.mp4
· 2.7.1 (The desired number of molecules for the upper and lower leaflets are being entered. TXT: Ensure the lipids number in the upper and lower leaflet are equal) 00:00-00:42
· 65712_screenshot_8.mp4
· 2.8.1 (The lipid species list is being clicked, and the Show the System Info button is being clicked) 00:00-00:10
· 65712_screenshot_9.mp4
· 2.9.1 (The total count of lipids is being validated in the asymmetric bilayer. TXT: The area mismatch between leaflets should be below 5%) 00:00-00:11
· 65712_screenshot_11.mp4
· 2.11.1 (The next screen are being clicked and the temperature and pressure are being set) 00:00-00:26
· 2.11.2 (The syntax for the simulation files is being set) 00:27-00:35
· 65712_screenshot_12.mp4
· 2.12.1 (The files are being downloaded and transferred to the computer cluster) 00:00-00:13
· 2.12.2 (The final system is being visualized, and the setup is being inspected) 00:14-00:56

Video 3
· 65712_screenshot_13.mp4
· 3.1.1 (A relaxation submission script is being created) 00:00-00:08
· 3.1.2 (The commands listed in the README file are being copied to the submission script) 00:09-00:29
· 65712_screenshot_14.mp4
· 3.2.1 (A relaxation submission script is being submitted, and the output files are being checked. TXT: High-performance computing cluster needed for lipid bilayer simulation) 00:00-00:16
· 3.2.2 (The presence of log, .tpr, .gro, .edr, and either .trr or .xtc file format are being confirmed TXT: Check for file extension *.log, *.tpr, *.gro, *.edr, *.trr / *.xtc) 00:17-00:42
· 65712_screenshot_15.mp4
· 3.3.1 (The command line sending the job to run with different numbers of computers is being shown) 00:00-00:21
· 65712_screenshot_16.mp4
· 3.4.1 (The ns/day for each set is being assessed, and the number of nodes with 75%-80% of maximum performance is being selected. TXT: Conduct the desired statistical analysis of the collected data) 00:00-00:29
· 65712_screenshot_17.mp4
· 3.5.1 (The raw trajectory files are being compressed by changing the file formats) 00:00-00:29
· 65712_screenshot_18.mp4
· 3.6.1 (The system is being visualized, the molecules of interest are being shown, and the trajectory portion intended for characterization is being determined) 00:00-00:58
· 65712_screenshot_19.mp4
· 3.7.1 (Obtain the area-per-lipid and how the equilibrated portion of the trajectory is identified) 00:00-00:49

