
Data Management Plan 

1. Products of the Research: The proposed research will produce experimental and 

computational data, and employ both new and established protocols to obtain these data. While results 

will generally be published jointly in appropriate peer-reviewed scientific journals, new developments in 

experiment and theory can be published either as supplemental material or as separate publications. These 

will also be posted online at the PIs’ websites. Experimental data, appropriately annotated, will be stored 

in the appropriate area of the UNT computer storage system. We will detail any new modeling 

approaches or experimental methods, and make them available to the larger scientific community. The 

methods that will be utilized in this work will generate data that can be categorized as raw data or 

processed data. Raw data is often not suitable for dissemination because of its size and the numbers of 

files but can be made available to researchers on a case-by-case basis. Raw and processed data consist of 

Cartesian coordinates for optimized geometries, spectral plots, etc., and are routinely generated and 

available for widespread dissemination. Such data are also submitted along with refereed manuscripts to 

journals as Supporting Information and are easily obtained via the Internet from publishers, both society 

and non-society.   

2. Data Format: Planned major data formats for experimental data, include atomic structure 

configurations (in XYZ or CIF formats), and codes for structural and spectral analysis. Original data, both 

theory and experiment, not published or otherwise available in the theses of students participating in the 

project, will be made available as picture format files (*.jpg, or *.pdf files), as appropriate. Raw data files 

are most typically output files in ASCII format. Platform-specific binary formats (e.g., Gaussian 

checkpoint or “cube” files or graphical images in PNG, GIF, JPG, etc.) are typically quite large in size 

and can be generated and transferred upon request by interested researchers – the PIs routinely do this 

with our many 

collaborators through DropBox, Google Drive, etc., which are password-protected or can be made 

available through a private link as needed. If needed, binary checkpoint files can be converted to ASCII 

format to reduce platform-specific issues. Data are typically extracted from these files and can be 

disseminated as either ASCII text, Excel spreadsheets, graphical images, etc. and can be disseminated to 

interested parties.  

3. Access to Data and Data Sharing Practices and Policies: As alluded to above, all data 

requests (including data sharing with non-collaborators before publication) are considered on a case-by-

case basis by the PIs and can be provided via journal-specific Supporting Information websites, e-mail or 

ftp transfer. If all else fails, magnetic media or USB jump drives can be mailed, or arrangements made to 

allow temporary, password-protected access to local servers. File sharing is also done via programs such 

as Dropbox or Google Drive, particularly for collaborators. UNT has a password-protected shared 

network drive to facilitate data sharing both within our groups, with collaborators, and indeed anyone in 

the scientific community with an interest in these NSF-funded data. Given the nature of the proposed 

research, we do not envision any concerns around privacy, confidentially, intellectual property, or 

national security.   

Utilizing facilities provided by the UNT Data Repository, part of the UNT Digital Library, which is 

committed to long-term access and stewardship of publicly available research outputs, raw and derived 

datasets and information objects produced will be retained for at least 3 years after the end of the project, 

and longer through the UNT Digital Library. All project materials, such as technical reports, 

presentations, and publications, will be long-term accessible through the UNT Scholarly Works open 

access repository.  



4. Policies for Re-use, Redistribution, and Production of Derivatives: We do not anticipate 

implementing any restrictions or disclaimers on redistribution of results.  

5. Archiving of Data: Results are automatically archived, as set up and maintained by Ph.D.-

level full-time system managers at UNT. Cundari Group researchers typically place all input/output/data 

analysis (e.g., Excel spreadsheets or Word documents) on magnetic storage media, typically an external 

hard drive, at the end of a project or when the paper has been submitted for publication. A copy of these 

data are also stored on a hard drive in a different location (in a secure room) upon graduation of the 

student. Research data are also saved on the university network on "machine room" servers, with offsite 

data backup systems, all supported 24/7, providing redundant, multi-terabyte storage with highly 

available power and disks and replacement hardware onsite. Metadata records will describe each of the 

project’s digital resources. The UNT Libraries’ Digital Library utilizes a system of metadata based on 

qualified Dublin Core metadata elements that ensure long-term preservation and viability of digital 

objects housed in their system. 


