Use Case Name: Simple Query by User.

Use Case Id: ATcT-3
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Actors: Basic User

Purpose: Obtain thermochemical data

Overview: User specifies chemical species, temperature, and the thermodynamical functions she is interested in, and obtains data from ATcT

Preconditions: Active Table is in Normal State

PostConditions: User has received specified data.

Cross References: 

Normal Course:

1. Basic User accesses the User Interface of AtcT, selects the Version of the Table she wants to work with, selects the “Query” option, and specifies one or more chemical species (via formula, name, CAS#, or some other identifier), one or more thermodynamical quantities, and one or several temperatures (or a range of temperatures and an increment).

2. For every user-selected species ATcT:
2.1 Accesses the normal Output File of the selected Version to recover thermodynamic functions at 0 K and/or 298 K

2.2 If the requested temperature is neither 0 K nor 298 K, uses Species-Specific Data from the Input File and Amendment to Input File pertinent to the selected version of the Table to recalculate properties at desired temperature(s).

2.3 Adds data to the XML Annotated Output Stream

3. ATcT Displays requested data through User Interface 

4. Basic User saves the XML Annotated Output Stream or redirects it to her Application. 

Exception 1: One or more chemical species of interest are not present in the Network.

Exception 2: One or more chemical species identifiers are not unique.

Includes: 

Open Issues: 

Notes: In Step 3, it may be convenient to display requested data through User Interface by using the created XML Annotated Output Stream

