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Dear Author(s),

This document is divided into a number of sections in which you can add your comments to the video, voiceover, and online text/PDF.   Please be aware that our policy is to do a single complimentary revision, so it is critical that all participants in this project offer their comments collectively.   In addition, please make sure that your comments are easily interpreted and transparent. 

Have fun!

Protocol Name: Multiscale Sampling of a Heterogeneous Water/Metal Catalyst Interface using Density Functional Theory and Force-Field Molecular Dynamics
Date: 3/18/2019
Authors and Affiliations

Please fill in any missing author information not included in the video.
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Video Comments

Please fill in any comments you wish to make using the table below using the example as a guide.  If you need more space to write, please do so below the table.  DO NOT ADD CORRECTIONS TO THE NARRATION HERE.  PLEASE DO THIS IN THE AUDIO COMMENTS SECTION.

	
	Time code
	Comment
	Requested Change

	Example
	2:52
	Onscreen text says use 0.25 mM Fluo-4  
	Text should say use 0.50 mM Fluo-4

	1.
	0:12
	Picture uses wrong colors and also demonstrates an erroneous run.
	Use the picture with filename ini.png instead.

	2.
	01:58
	The video that slides in from the right hand side shows an AIMD simulation, but the narrator is talking about a FFMD simulation.
	Use the video named ch2oh_24w_nvt_side (1).mov instead.

	4.
	3:37
	Narrator is saying “If a different

printing interval is desired, it can be changed by editing line 20 of the file” and movie 3.2.2 is being played.
	Start movie 3.2.2 from the 0:14 second mark in that movie, rather than from the 0 second mark. The video should show line 16 in the file being highlighted and enclosed by the blue box, not line 45.

	5.
	05:35
	The video that slides in from the top shows an AIMD simulation, but the narrator is talking about a FFMD simulation.
	Use the video named ch2oh_24w_nvt_side (1).mov instead.

	7.
	6:55
	Narrator is saying “The script analyzes the water configurations in the production run and determines if any water molecules are hydrogen bonded to the adsorbate. It then counts the simulation time that each hydrogen bond remains intact and reports this information as a distribution of hydrogen bond lifetimes in units of picoseconds” and movie 5.4.1-5.4.2 is being played.
	Replace movie 5.4.1-5.4.2 with the video named ch2oh_24w_nvt_side (1).mov. 

	9.
	08:23
	Onscreen text says 300 ps >= 78 ps
	Text should say 300 ps >= 19 ps

	10.
	9:30
	Video highlights Figure 1. 
	The originally provided Figure 1 uses the wrong color scheme. Please use the new version 190314_figure1.tiff instead.
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Audio Comments

This section is used to specify the changes that need to be made to the narration.   Please follow the example below as a guide to list your changes. If there is a pronunciation change, please provide a phonetic pronunciation key.  

	
	Time code
	Comment
	Step(s) in Shotlist 
	Rewritten Text or Corrected Pronunciation (highlight in bold)

	Example
	1:49
	Original Script Text: 

“Then, show the participant their electromyography, or EMG patterns, which correspond to eight specific and unique polar plots.”
	2.2
	Rewritten Script Text:

“Then, show the participant the unique and specific polar plots, which correspond to their electromyography, or EMG (pronounced E-M-G) patterns.”

	1.

	2:28
	Original Script Text:
“Plot the volume of the supercell against time.”
	2.7
	Rewritten Script Text:
“Plot the height of the supercell against time.”

	2.
	3:39
	Original Script Text:

“The script reads the length of the cell z-dimension at 1000 femtosecond intervals, which is the default interval for printing information in LAMMPS. If a different printing interval is desired, it can be changed by editing line 20 of the file.”
	3.2
	Rewritten Script Text:

“The script reads the length of the cell z-dimension at 1000 femtosecond intervals, which is the default interval for printing information in the provided LAMMPS input file. If a different printing interval is desired, it can be changed by editing line 20 of the get_npt_lz.py script and line 16 of the LAMMPS input.equil file.” 

	2.
	7:18
	Original Script Text:

“The LAMMPS writes the configuration of water molecules to the file every 1000 picoseconds, which is the default in the provided LAMMPS input file.”
	5.5
	Rewritten Script Text:

“LAMMPS writes the configuration of water molecules to the output trajectory file every 1000 femtoseconds, which is the default in the provided LAMMPS input file.”

	3.
	8:00
	Original Script Text:

“To determine the time increment to use for the time sampling interval, make the best choice as the maximum hydrogen bond lifetime.”
	5.8
	Original Script Text:

“To determine the time increment to use for the time sampling interval, use a time increment greater than or equal to the maximum hydrogen bond lifetime.”

	4.
	8:25
	Original Script Text:

“On the previously written frames script, edit the default value for the number of frames variable on line 21 to specify the number of configurations to extract.”
	6.2
	Original Script Text:

“In the previously written frame extraction script, edit the default value for the number of frames variable on line 21 to specify the number of configurations to extract.”
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Online Text/PDF Protocol

Please use this table to address changes that need to be made to the online text/PDF document. Both the online text and PDF are generated from the HTML template of your article. Since the PDF is generated from the HTML by our conversion software, it may contain formatting errors. For major structural changes or more than 10 spelling or grammatical mistakes, we will require re-upload of the entire document.     

	
	Protocol Step
	Comment
	Requested Change (highlight in bold)

	Example
	1.1
	Step says “Centrifuge lysate at 2,000 x g.”
	Please correct to “Centrifuge lysate at 4,000 x g.”

	1.
	Introduction
	Missing theta symbol
	Please correct to “Coverage is denoted ( and defined as …”

	2.
	Representative Results
	Arrow symbol showing up as à symbol
	Please correct to “the reaction COH* + * ( CO* + H* …”

	3.
	Figure 1
	Uses the incorrect color scheme. 
	Please use the new figure named 190314_figure1.tiff instead.

	4.
	2.2.5
	Step says “Delete the Bonds section at the bottom of”
	Please correct to “Delete the Bonds and Angles sections at the bottom of”

	5.
	2.2.8
	Step says “Execute the LAMMPS software by typing mpiexec -n XX lmp_mpi < input.equil”
	Please correct to “Execute the LAMMPS software by typing mpiexec -np XX lmp_mpi < input.equil”

	6.
	4.2
	Step says “Execute the LAMMPS software by typing mpiexec -n XX lmp_mpi < input.prod”
	Please correct to “Execute the LAMMPS software by typing mpiexec -np XX lmp_mpi < input.prod”
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