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Author Questionnaire 
1. Microscopy: Does your protocol require the use of a dissecting or stereomicroscope for performing a complex dissection, microinjection technique, or similar?  N  

2. Software: Does the part of your protocol being filmed demonstrate software usage?  Y
Videographer: All screen captures provided; do not film

3. Filming location: Will the filming need to take place in multiple locations (greater than walking distance)?   N

Introduction

1. Introductory Interview Statements

REQUIRED:

1.1. Author Name: This method demonstrates the power of using Jupyter Notebooks to deliver informative and visually appealing reports while allowing users to extend and customize the report in a reproducible and traceable manner [1]. 	Comment by Bridget Colvin: Authors: Please indicate the name of the Author who will give this statement.

1.1.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera

REQUIRED:

1.2. Author Name: This flexible technique allows all of the user modifications to be captured in sufficient detail to be reproduced at a later time point or by a different user [1]. 	Comment by Bridget Colvin: Authors: Please indicate the name of the Author who give this statement.

1.2.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera

OPTIONAL:

1.3. Author Name: Although this method is generally applicable to any research field, it is primarily used in the molecular life sciences, an area of research that can produce complex data [1]. 	Comment by Bridget Colvin: Authors: Please indicate the name of the Author who give this statement.

1.3.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera

Introduction of Demonstrator (Said by you on camera):

1.4. Author Name: Demonstrating the procedure will be _________ (name of the person or persons), a _________ (technician, post doc, grad student) from my laboratory. (Add additional mention of demonstrators as necessary). 	Comment by Bridget Colvin: Authors: As there are a handful of shots from the Protocol that will be filmed by the videographer (highlighted in yellow), this information should be included *if* the person demonstrating the procedure is not giving one of the Introduction statements.

1.4.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera
1.4.2. The named technician, post doc, student looks up from workbench or desk or microscope and acknowledges the camera

Protocol
2. Targeted Cross-Linking Mass Spectrometry (TX-MS)
2.1. Before beginning the analysis, open the targeted cross-linking mass spectrometry website [1-TXT] and request an account [2].
2.1.1. WIDE: Talent opening website, with monitor visible in frame TEXT: https://txms.org
2.1.2. SCREEN: screencast 1: 00:05-00:12
2.2. Upon navigation to the website, a welcome screen providing a high-level description of the txms web service will appear [1].
2.2.1. SCREEN: To be provided by authors: Video showing welcome screen appearing
2.3. Click on the Tutorial tab to A detailed description of the service is provided under the Tutorial tab.  The tutorial includes both how to use the service and information on how to analyze the results.
2.3.1.1. Scene 03: You can find how to download software and resources under the next tab.  All the software is available under an open source license as descibed under the next tab.
2.3.1.2. Scene 04: We use the BSD three-clause license as this license explicitly makes the software as broadly usable as possible.
2.3.1.3. Scene 05: The last tab is providing contact information in case you have questions or comments.
2.3.1.4. Scene 06: Under the first tab, the one called Cheetah,
2.3.1.5. Scene 07: by scrolling down,
2.3.1.6. Scene 08: you will find an email address under which you can apply for an account.
2.3.1.7. Click the email address to send an email.
2.3.1.8. Scene 09: In the empty email body, please provide the follwing information.
2.3.1.9. Scene 10: [no narration]
2.3.1.10. Scene 11: Click the subject line and write a suitable subject.  Account request for example.
2.3.1.11. Scene 12: [no narration]
2.3.1.12. Scene 13: Write the email body, and provide information including your name, your email and your institution.
2.3.1.13. Scene 14: Send the email, we will get back to you as soon as we can.
2.4. After receiving a confirmation email with the user credentials [1], login and upload the mass spectrometry data to the website [2]. 
2.4.1. Talent at computer, checking email, with monitor visible in frame
2.4.2. SREEN: screencast 2: 00:00-00:08
2.5. Click Submit Workflow and enter a title and a description. Then click View Workflow and select the Cheetah workflow [1]. 
2.5.1. SCREEN: screencast 2: 00:08-00:16
2.6. After following the wizard [1] … use the online viewer to inspect the Jupyter Notebook [2].
2.6.1. SCREEN: screencast 2: 00:17-00:26
2.6.2. SCREEN: screencast 2: 00:28-00:35

3. JupyterHub Installation

3.1. To install the Jupyter Hub, install the docker as instructed [1-TXT] and download the JupyterHub docker container with the Jupyter openBIS extension [2-TXT].

3.1.1. WIDE: Talent installing docker, with monitor visible in frame TEXT: https://docs.docker.com/install/
3.1.2. SCREEN: screencast 3: 00:00-00:04 TEXT: See also https://www.docker.com/get-started and https://pypi.org/project/jupyter-openbis-extension/ 

3.2. After starting the docker run -p 8178:8000 malmstroem/jove:latest container, go to the indicated web address and login with the username and password “user” [1-TXT].

3.2.1. SCREEN: screencast 3: 00:04-00:08 TEXT: http://127.0.0.1:8178

4. Report Download,

4.1. To download the report, click New and Python3 to open a new tab with an untitled notebook [1].

4.1.1. WIDE: Talent clicking New and Python3, with monitor visible in frame

4.2. Click Configure openBIS (open-biss) Connections in the Jupyter tool menu and fill in the TXMS (T-X-M-S) for the name, the TXMS web address for the URL, guest for the user and g-u-e-s-t-p-a-s-s-w-d for the password [1].

4.2.1. SCREEN: screencast 4, 5, 6: 00:00-00:06 

4.3. Select the new connection and click Choose Connection to search for the report [1].

4.3.1. SCREEN: screencast 4, 5, 6: 00:06-00:08

4.4. Then click Download and Cell and Run All to return the report [1].

4.4.1. SCREEN: screencast 4, 5, 6: 00:08-00:14

5. Report Extension and Uploading

5.1. To extend the report, click Cell and Insert Below to add a new cell at the bottom [1].

5.1.1. WIDE: Talent adding new cell, with monitor visible in frame

5.2. Then click Code and press shift and enter to execute the cell [1].

5.2.1. SCREEN: screencast 4, 5, 6: 00:22-00:29

5.3. To upload the report, click the Upload button to create a new dataset [1].

5.3.1. SCREEN: screencast 4, 5, 6: 00:29-00:31


Results
6. Results: Representative Structural Model of Streptococcus pyogenes Protein M1 and Human Albumin with XLs Mapped on the Structure

6.1. Here a representative structure of M1 (M-one) [1] and albumin [2] with top crosslinks mapped on the structure are shown [3].

6.1.1. LAB MEDIA: Figure 1 Video Editor: please emphasize grey structure
6.1.2. LAB MEDIA: Figure 1 Video Editor: please emphasize blue/purple structures
6.1.3. LAB MEDIA: Figure 1 Video Editor: please emphasize red lines

6.2. All of the crosslinks were obtained by targeted crosslinking-mass spectrometry after parsing high resolution MS1 (M-S-one), data-dependent and -independent acquisition data, and the computational models were provided by the RosettaDock protocol [1].

6.2.1. LAB MEDIA: Figure 1


Conclusion
7. Conclusion Interview Statements
7.1. Author Name: It is important to remember that the protein-protein interactions are diverse in terms of their stability and, therefore, your results may vary [1].	Comment by Bridget Colvin: Authors: Please indicate the name of the author who will give this statement.
7.1.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera
7.2. Author Name: The current methodology is limited to binary interactions and therefore cannot be applied to more complex quaternary protein structures. However, modeling individual protein pairs provides a good base for building higher-order structures [1].	Comment by Bridget Colvin: Authors: Please indicate the name of the author who will give this statement.
7.2.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera
7.3. Author Name: Details about the binding interface can be useful in many ways, for example, to suggest mutations to either stabilize or destabilize the protein interactions to better understand the role of protein-protein interactions [1].	Comment by Bridget Colvin: Authors: Please indicate the name of the author who will give this statement.
7.3.1. INTERVIEW: Named talent says the statement above in an interview-style shot, looking slightly off-camera
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