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X-RAY SINGLE CRYTAL STRUCTURE ANALYSIS REQUEST FORM

Please complete this form when submitting your crystal for X-ray structure analysis.  Please send the completed form to xray@chem.queensu.ca prior to submitting your crystals. 

· CONTACT INFORMATION
___________________________________    _______________________________    _________________    

                
Name  
 e-mail
Phone

___________________________    __________________________   _______________________________                                               

Supervisor
          Department
 
University
· SAMPLE INFORMATION

Date submitted: __________________________        Your sample code: ____________________________
[image: image1.png]□
I will keep the sample until the diffractometer becomes available.
_______________________________________________________________________________________

Proposed formula sum (e.g. C33 H82 Cl8 Co3 O3 P8)
	Sample is prone to/
	solvent loss   FORMCHECKBOX 


	sensitive to/
	moisture   FORMCHECKBOX 


	
	air   FORMCHECKBOX 


	
	temperature   FORMCHECKBOX 


	
	light   FORMCHECKBOX 


	Other:


	

	
	


	Resubmission:
	yes:   FORMCHECKBOX 

	no:  FORMCHECKBOX 


	If yes, give date and reason:


	
	


	Proposed Structure:


	

	Show the numbering scheme please!
	


Analyses Performed:
□ EA
□ IR
□ NMR
□ Mass Spec 
Visual inspection, colour: _______
List ALL solvents the compound has been exposed to (e.g. acetone, DCM, EtOH,…..): _________________

_______________________________________________________________________________________
· SYNTHESIS

Please provide a reaction scheme showing the starting materials, solvents, reaction condition, desired product and byproducts (as far as they are known). Please check the literature or Cambridge Structural Database, if the X-ray crystal structures of the starting materials have been published. If so, please provide the literature reference and attached a copy of the pdf-file to your electronic submission of this form.
Reaction scheme:

Starting materials:

	Starting material
	Structure

Unknown /Known
	Literature Reference (pdf-file attached)

	
	
	

	
	
	

	
	
	

	
	
	


· Desired Crystallographic Information:
□
Unit cell determination only (fees according to PAK-1).
□
Unit cell determination and data collection (fees according to PAK-2).

□
Complete structural characterization (fees according to PAK-3).

· Please provide the following information for billing purpose:

  Fund #: ___________________  Department #:___________________  Project #: __________________
This page is for official use only

Date examined: _________________
XRD-Code: ____________________
Comments:

A. Crystal Data

Identification code 
 
Empirical formula 
 
Crystal Color, Habit
 
Crystal dimensions (mm)  
   (       (       

Crystal system 

Space group 

Unit cell parameters (obtained from least-squares refinement of ? centered reflections with    < (  <     º (mosaicity:    ().



a (Å)



b (Å)



c (Å)



 (°)


 (°)



 (°)


V (Å3)



Z

B. Data Collection and Refinement Conditions

Diffractometer
Apex2 
Radiation
monochromated Mo K
Wavelength (Mo K)
0.71073 Å

Temperature 
-93 °C [183(2) K]

Scan type
 (      º per frame,             s exposure/frame,                   sets)

Theta range for data collection
                     to                      °

Completeness to theta = ?°
                      % 

Independent reflections [Fo2 ( -3(Fo2)]e
                     [Rint =                   ]

Observed reflections [Fo2 > 2(Fo2)]g
 
Absorption correction method
                 [                          ]

Data / restraints / parameters
[Fo2 ( -3(Fo2)] /                     /                           
Reflection (observed)/parameter ratio


Reflection (data)/parameter ratio


Goodness-of-fitj on F2


Final R indices

  R1 = [(||Fo|-|Fc||]/[(|Fo|] for [Fo2 > 2(Fo2)]


wR2 = {[(w(Fo2-Fc2)2]/[(w(Fo2)2]}1/2 [all data]


Absolute structure parameter (Flack)


Max. Shift/Error in Final Cycle


Largest difference peak and hole
                             e-/Å3 
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