CRYSTAL STRUCTURE DATA SHEET



INTERNAL DIRECTORY NAME_________________

DATE DATA COLLECTED  (dd/mm/201X)    ________/_________/__________






     day          month          year
Please complete the CENTRAL section of this form as fully as possible; incomplete info may lead to an unusable answer!  Incomplete or sloppy forms will minimally be held open and data will not be processed.
	Investigators (include one email address):
FULL NAME !!!

	Laboratory Location/telephone

	Sample ID


	
	Supervisor Signature (required!!!!!!)

	Date Submitted (dd/mm/yyyy):
______/______/___________

	Is this a resolved chiral compound ?

Yes________     No________
If so, do you require an absolute configuration determination?
	Proposed Empirical Formula (CxHy then in order of atomic number):

Alternative formulation(s):

	Possible solvate molecules and/or starting materials, reaction schemes, including crystallization conditions, etc. (this will help if we find included solvent or something from the reaction mixture!):

Characterization:  (at least one must be checked!)

NMR____    IR______   UV/VIS______
Magnetism_____   NONE_______

	Proposed (and alternative) structure(s) (sketch):

Revised Formula (lab use only): 


	Sample color____________________

Number of recrystallizations: _______ 
Any special handling or storage conditions required?  Include any hazards!
	

	
	Reason for determination: (e.g., establish stereochemistry, bond length, etc.,

elegance appreciated)


	
	No. of non-

hydrogen atoms   =        ____________  (  18   =   ____________Å3


LAB USE ONLY BELOW – any additional comments on back of this sheet, please


	Scansets:   Number of Phi scan sets____________           Number of Omega Scan Sets_________________

Total number of Frames Collected_________________           Time for each frame (sec)_________________
Completeness (from .prp)   ____________  (from CheckCIF)__________  T (if not 120K)_____  DX (if not 60mm)________
R1  (I>2σ)   _____________     wR2 (all data)__________   NParams _____________     Space Group  __________
a____________    b___________    c____________   α_________   β_________   γ__________   V_____________


