Computational Chemistry Lab Reports
1. Lab reports are to be prepared as MSExcel spreadsheets (with the exception of the report for LAB 1, which should be prepared in MSWord).

2. Save your data and structures directly into your spreadsheet as you collect the data.  Think about how to organize the data ahead of time.  In most labs, you will be graphing data.  Be sure to include your raw data in a table, with all columns correctly labeled.

3. Save your spreadsheet using a filename as follows:  3nhm.xls   (using the LAB number and YOUR initials ONLY as the filename.  Be sure to put the NUMBER first.  The first LAB report, an MSWord document, should be named 1nhm.doc, with YOUR three initials replacing ‘nhm.’
4. Use reliable media to save your data and your spreadsheet:  USB Flash memory (jump drive); save frequently to avoid having to re-do calculations!

5. Begin each report with a paragraph stating the purpose and general procedure. Learn about merging cells in Excel, and use word wrap.
6. As you get more experience making reports in Excel, make your reports more readable and more attractive by judicious use of color, bold fonts, etc.. 
7. Be sure to include units (Å, kcal/mol, º) for all numerical data.  The ASCII shortcut for Å is Alt 0197, the shortcut for the degree symbol is Alt 0186.  Once the symbols are entered into a document, you may copy and paste them.  
8. Use the same numbers or letters of structures used in the LAB handout (or CoursePak) to identify structures in your report.  
9. Be sure to comment on the LAB or draw conclusions as appropriate.

10. Answer the questions at the end of each LAB; use the question numbers to identify each response. (LAB 1 has no such questions)
11. Send the completed LAB report to me at martinn@uncw.edu as an attachment to email.

12. I will grade your report and send you your grade by email.  If your report requires substantial correction or comments, I will save a copy of it with a “G” appended to it (meaning that it has been Graded), make comments on your spreadsheet, and email it to you as an attachment.  I will use your UNCW email account unless you specifically ask me to use another account.

13. LAB reports are due by noon on Monday of the week following the LAB.  I will not grade LAB reports until I have reports from all students in the class.
