· 63632_screenshot_1
· 2.1.2 (Download most recent version of MAYGEN to project folder) 00:00-00:30
· 2.1.3 (Download and install Anaconda) 00:30-05:12
· Lots of waiting in this step, can edit out a lot of the time
· 63632_screenshot_2
· 2.3.1 (Creating RDKit environment in Anaconda and downloading RDKit to the environment) 00:00-01:36
· 2.3.3 (Downloading Supplemental Files from JoVE website to project folder) 01:37-03:27
· 63632_screenshot_3
· 3.1.1 (Opening command prompt and navigating to the folder containing the MAYGEN .jar file) 00:00-00:21
· 3.1.2 (Entering MAYGEN command using -f formula flag) 00:22-01:06
· 3.2.1 (Entering MAYGEN command using -fuzzy formula flag and element intervals) 01:07-01:52
· 63632_screenshot_4
· 4.1.1 (Opening Anaconda prompt and navigating to the folder containing the Jupyter notebooks) 00:00-00:20
· 4.1.2 (Activating RDKit environment) 00:21-00:30
· 4.2.1 (Opening substructure screening notebook) 00:31-01:01
· 63632_screenshot_5
· 4.3.1 (Entering full file paths for input .sdf file, output .sdf file, and “badlist” .txt file at start of Substructure Screening notebook) 00:00-01:05
· 4.4.2 (Showing goodlist test file and putting its file path at the start of the Substructure Screening notebook) 01:06-01:38
· Folded 4.4.1 into this shot by opening and showing a test file that would be used for substructure screening
· 4.5.1 (Restarting kernel and running all notebook cells, showing desired output file in desired folder) 01:39-01:55
· 63632_screenshot_6
· 5.1.1 (Opening Anaconda prompt and navigating to target folder) 00:00-00:22
· 5.1.2 (Activating RDkit environment) 00:23-00:32
· 5.1.3 (Opening pseudoatom replacement notebook) 00:33-01:01
· 5.2.1 (Adding input and output filepaths of .sdf files) 01:02-02:33
· 5.2.2 (Restarting kernel and running all cells, showing file in desired folder) 02:34-02:48
· 63632_screenshot_7
· 5.3.1 (Opening Anaconda prompt and navigating to target folder) 00:00-00:23
· 5.3.2 (Activating RDkit environment) 00:24-00:35
· 5.3.3 (Opening amino acid capping notebook) 00:36-01:00
· 5.4.1 (Adding input and output filepaths of .sdf files) 01:01-01:58
· 5.4.2 (Restarting kernel and running all cells, showing file in desired folder) 01:59-02:25
· 63632_screenshot_8
· 5.5.1 (Creating new folder for descriptor calculation and copying files over) 00:00-00:23
· Also showed downloading and unzipping PaDEL-Descriptor since it is not shown earlier 00:24-01:09
· 5.5.2 (Navigating to folder containing PaDEL-Descriptor and desired .sdf files) 01:10-01:39
· 5.5.3 (Running PaDEL-Descriptor and viewing output in specified folder) 01:40-03:00
· Accidentally opened one of the data files for PaDEL instead of the generated descriptor file; that can probably be edited out
