 Sample Screenshot Summary
1. Predicting 3D Structure Using I-TASSER and trRosetta
Demonstrator: Jimena R-Villarreal 

· 68003_screenshot_1.mp4
1.1.1. (Open web browser and navigate to the I-TASSER server) 00:00-00:13
1.1.2. (Copy and paste sequence| Copy and paste the sequence or upload the sequence in FASTA format) 00:00-00:23
1.1.3. (Write name |Name being assigned to the sequence) 00:00-00:53
1.1.4. (Click submit | Submitting the molecular target or designed sequence and required information) 00:00-01:15

· 68003_screenshot_2.mp4
1.1.5. (Open web browser and navigate to the trRosetta web server) 00:00-00:54
1.1.6. (Copy and paste text| Provide the protein data, Input a protein sequence) 00:00-01:33
1.1.7. (Write email address | Is optional, where the results will be sent to) 00:00-01:40
1.1.8. (Write their Target name | Helps to differentiate between receptor and ligand work) 00:00-01:57
1.1.9. (Click “Do not use templates | For “exclude PDB templates”) 00:00-01:30
1.1.10. (Click Run trRosettaX-single) 00:00-02:08
1.1.11. (Click on Submit | Start the protein structure prediction process) 00:00-02:15

· 68003_screenshot_3.mp4
1.1.12. (Open results from email | See in the prediction result, the TM-score value) 00:00-00:20
1.1.13. (See results | An image of the contact map) 00:00-00:40
1.1.14. (See results | An image of the distance map per amino acid) 00:00-00:49
1.1.15. (See results | An image of the rotation maps for alpha and beta carbons at angles omega, theta, and phi) 00:00-00:50

2. Molecular Docking and Interaction Analysis Using HADDOCK

· 68003_screenshot_4.mp4
2.1.1. (Open web browser and navigate to the HADDOCK web server) 00:00-00:19
2.1.2. (Enter a Job name and the number of molecules | Number of molecules is 2) 00:00-00:45
2.1.3. (Click Next button being clicked to proceed) 
2.1.4. (Leave the options in default settings | Which chain must be used, what kind of molecule are you docking, Do you want to coarse-grain your molecule, and is it a cyclic peptide?)  00:00-01:07
2.1.5. (Upload | PDB files of molecules for Docking) 00:00-01:46
2.1.6. (Upload | PDB files for receptor and ligand to the docking server) TXT: Repeat the steps for ligand submission. 00:00-01:56
2.1.7. (Click Next button being clicked to proceed) 
2.1.8. (Enter active/passive amino acid residues | This information belongs to the Input parameters section) Repeat the steps for molecule 1 and molecule 2. 00:00-01:30 
2.1.9. (Click Next button being clicked to proceed) 00:00-02:05
2.1.10. (Leave the options in default settings | Section “Docking parameters”: Distance restraints, Sampling parameters, Clustering parameters, Dihedral and hydrogen bonds restraints, Non-crystallographic symmetry restraints, Symmetry restraints, Restraints energy constants, Residual dipolar couplings, Pseudo Contact shifts restraints, Relaxation anisotropy restraints, Energy and interaction parameters, Scoring parameters, Advanced sampling parameters, solvated docking parameters and analysis parameters) 00:00-01:30 
2.1.11. (Click on Submit | The docking process starts) 00:00-02:50 

· 68003_screenshot_5.mp4
2.1.12. (Open the results page| The docking results being shown) 00:00-00:30 
2.1.13. (Open program Chimera | For visualization of receptor-ligand complex) 00:00-00:55 
2.1.14. (Upload the docking file | Visualize the structure model) 00:00-01:07 


