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Introduction (1/2  – 1 page)
Put the work into perspective. 
State the goal of the work: state the hypothesis made and describe the approach used to test the hypothesis.
Be concise.
Describe things using your own wording. 
The last paragraph of the introduction should summarize what follows: “Here we, ….” and list the series of experiments and analyses you have done. The last sentence should summarize the main conclusions “We find….” .

THEORY (5-6 pages)
Give required background theoretical notions. 
In particular give a brief a description of the underlying theory of each of the physical chemistry experimental methods you propose to use, i.e. how they work, and how the measurements made can be linked to answering the challenge.

EXPERIMENTAL (2 pages)

Give a short description and characteristics of the experimental setup. 
Use subsections for each type of experiment.
Describe the setup and all the important experimental methods, e.g., sample preparation.
Quantify when possible (Others should be able to repeat the experiment without any assistance). 
Very technical details, and e.g. parameter lists can be included in the supplementary information section below.
Important: Do not discuss the experimental results here. 

Results and Discussion (4-6 pages)

Use subsections to structure your discussion 	Comment by Emsley Lyndon: (e.g. one per experimental method and/or type of data analysis).
When describing Results: 
For each method used, show a typical example of data (include the rest of the data in the supporting information).
Report on how to convert recorded data to properties of interest.
Use tables to report the values of different properties. 
Use figures to report dependencies. 
In tables and figures always give estimated uncertainties, fitting metrics, etc. Report values with the appropriate number of signifcant digits. 
Provide a discussion of possible errors and estimated uncertainties in the text. 
For all data you report include units. 

In the Discussion :
Discuss and interpret the results of the three experiments comprehensively. 
Draw conclusions of each experiment and reach an overall conclusion. 
Explain how results relate to theoretical predictions and available literature. 
Try to explain any disagreements, contradictions, or exceptions. 
Provide suggestions for additional experiments that might resolve contradictions or explain exceptions. 
Place your results into the broader context of the original hypothesis of the introduction.
Important: 
Do not ignore data that does not fit expectations. 
Do not over-interpret your results. 
Use subsections to structure your discussion 
A final short subsection can often be useful to summarize the discussion.

[image: ]
Figure 3. Figures should be clear and legible. They should appear in the text close to the first mention. Figure captions should concisely describe what is shown in the figure. e.g. Expansions of selected regions of the 100 kHz MAS NMR spectra (blue) and the average pure isotropic proton NMR spectra (red) extracted from VS data for powdered samples of (a) L-tyrosine and (b) ampicillin. The error bars are shown in black. The regions between 4 and 9 ppm and 3.5 and 8.5 ppm are shown respectively for the two samples in order to provide a clearer view of the resolved peaks and of the error-bars that correspond to the standard deviation of the ten different fits, and which indicate the uncertainty of the fit for each point.
Table 1. Tables should present results that are essential for the discussion, but which cannot be conveniently shown as a figure or graph. They should appear in the text close to the first mention. The legend should describe the contents of the table. Data that is not essential to the discussion should be included in the supplementary information.
	
	
	
	

	
	
	
	

	
	
	
	

	
	
	
	



Conclusions (1/2 - 1 page)
Briefly summarize, in one or two paragraphs, the principal conclusions of the work.
ASSOCIATED CONTENT 
Supporting Information
Add a short description of what is contained in the supporting information section. e.g. further experimental details, analysis and fitting details, additional theory, all the raw data and any computational codes codes.
Use of AI tools
Add a short description of the use of any AI tools for any purpose at any stage of the project. Clearly indicate how and where any tools were used, and provide the prompts and questions, and/or transcript in Supporting Information. Consult the file on Moodle for best practices when using AI tools.
AUTHOR CONTRIBUTIONS
The manuscript was written through contributions of all authors. All authors have given approval to the final version of the manuscript. 
REFERENCES
All sources for any background information must be cited. References are placed at the end of the manuscript. Authors are responsible for the accuracy and completeness of all references. Examples of the recommended formats for various reference types can be found at, e.g., http://pubs.acs.org/page/4authors/index.html.

[MAX 16 PAGES, EXCLUDING REFERENCES]



Supporting Information

Here you can add any extra details and raw data needed to reproduce the experiments and to fully support the discussion and conclusions in the main text. Typically, further experimental details, analysis and fitting details, additional theory, all the raw data, results of analysis, any computational codes, and the prompts / questions / transcripts of any AI generated materials. 

USE SECTION HEADINGS

Add text, figures, & tables as necessary. 
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