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Development and Application of a Polarizable Force Field for lonic Liquid Based Electrolytes - UCT
Outline DMP

1. Project Name

PROJECT NAME - Replicate exactly as in your project, dissertation or thesis proposal.

Development and Application of Polarisable Force Fields for lonic Liquid Based Electrolytes.

2. Lead Principal Investigator(s)/Grant Holder

LEAD/PRINCIPAL INVESTIGATOR(S) OR GRANT HOLDER(S) - Indicate who will take the role of Lead or Principal Investigator (PI) for the project.

Dr GA Venter

3. Data Collection/Generation

COLLECTION OF ORIGINAL DATA/USE OF EXISTING DATA - Indicate whether or not you will produce original data or use existing data (or both), and provide a brief explanation for either case.

Original data will be collected, consisting of:

1. Computational chemistry and related software output/log files.
2. Database of interaction energies of ionic liquids
3. Force field parameters

Existing data will also be used, consisting of:

1. Equilibrium geometries of ionic liquids used in database
2. Existing force field parameters

EXPECTED DATASET TYPES - Indicate the kind of data will you create or reuse. List briefly the form(s) of data you anticipate you will collect or reuse, along with the estimated size of the total
dataset. You may include a short description indicating whether the data will be quantitative, qualitative or mixed methods.

ASCII format, quantitative data for databases and text data for output files. Estimated size of datasets < 100Mb

DATA SHARING - Indicate whether or not you are intending to publish your research data, and if so, under what licensing provisions (such as Creative Commons) or access control conditions.

Selected datasets will be available after publication as electronic supporting information and will be freely available on the internet.

4. Data Storage

DATASET SIZE - Indicate the estimated size of your completed dataset.

e Lessthan 20GB

DATA VOLUME/STORAGE REQUIREMENTS - If your project anticipates working with large amounts of data, indicate whether or not you will need to access data internal or external data storage
facilities. If such storage is not provided by your unit or department, you may need to factor in the cost of purchasing additional storage space.

Internal storage (research group servers) and external storage (GoogleDrive) is available. No additional costs.

DATA TRANSFER SPEED - If you anticipate using external data storage, consider how important the rate/speed of transfer of large amounts of data is on your research process. If you are not
anticipating large data storage, you may skip this question.

N/A

5. Nominated Data Centre(s)
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DATA CENTRES/REPOSITORIES - Regardless of the size of your dataset, it is advisable to curate and/or archive your completed dataset with an established data centre or repository. List relevant
data centres/repositories where data will be managed and stored.

Google Drive
GitHub

METADATA - Indicate what metadata will accompany your curated dataset, and whether that metadata will be created to a disciplinary best-practices guideline.

Metadata is in the form of text strings.

6. Budget
RELEVANT COSTS - Indicate any costs specifically relating to the management and curation of your data, such as digitisation of physical media, data storage or curation charges, and data audits.
You do not need to include salary costs for researcher time but may want to note if you intend on hiring a data curator or employing other professional data services.

External data storage (Google Drive) provided by UCT at no additional cost.
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