For publications, a summary of experimental details is normally required (often as part of the “supporting information”).

Data from the first page of the docx document supplied with the results of the structure determination should be entered into the template given below. “#” is to be replaced as appropriate.

To safeguard from automatic font substitution operational in some word processors please compare to the authentic picture of such a table on the last page.

Please note greek letters („Symbol” font) and typeface conventions (italics) for certain parameters. Add/delete columns as required. A smaller font size and/or landscape page layout may be used.

Correct format for space group (Hermann-Mauguin) symbols:

<Bravais type><list of principal symmetry elements>

where
<Bravais type> = P, (A, B,) C, I, F, R (in italics)
<symmetry elements>
				inversion centre:  -1
				axes  (proper): 1, 2, 3, 4, 6; (screw): 21, 31, 32, 41 etc.;
					(inversion): -1, -2, -3 etc.
				mirror planes m;
				glide planes a, b, c, n, d

Examples:  P 41/nmc     F dd2     P -421m


Table #. Details of the crystal structure determinations of  ...

	
	#
	#
	#

	formula
	
	
	

	crystal system
	
	
	

	space group
	
	
	

	a  /Å
	
	
	

	b  /Å
	
	
	

	c  /Å
	
	
	

	  /°
	
	
	

	  /°
	
	
	

	  /°
	
	
	

	V  /Å3
	
	
	

	Z
	
	
	

	Mr
	
	
	

	F000
	
	
	

	dc  /gcm-3
	
	
	

	  /mm-1
	
	
	

	max., min. transmission factors
	
	
	

	X-radiation,   /Å
	Mo-K, 0.71073
 Cu-K, 1.54184
	Mo-K, 0.71073
 Cu-K, 1.54184
	Mo-K, 0.71073
 Cu-K, 1.54184

	data collect. temperat.  /K
	
	
	

	 range  /°
	
	
	

	index ranges  h,k,l
	
	
	

	reflections measured
	
	
	

	                 unique [Rint]
	
	
	

	                 observed [I≥2(I)]
	
	
	

	data / restraints /parameters
	
	
	

	GooF on F2
	
	
	

	R indices [F>4(F)]  R(F), wR(F2)
	
	
	

	R indices (all data)  R(F), wR(F2)
	
	
	

	absolute structure parameter
	
	
	

	largest residual peaks  /eÅ-3
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Table S1. Details of the crystal structure determinations of TAPP-F-2CDCl; and TAPP-1.

formula
crystal system
space group
a /A
b /A
c /A
a /®
B
v/
VA
z
M,
Fooo
d. Mgm?*
p /mm*
max., min. transmission factors
X-radiation, A /A
data collect. temperat. /K
Orange /°
index ranges k!
reflections measured
unique [Ru]
observed [I226(1)]
data / restraints /parameters
GooF on F*
Rindices [F>40(F)] R(F), wR(F*)
Rindices (all data) R(F), wR(F?)

largest residual peaks /c-A*

TAPP-F-2CDCI,
CiHCLD:F Ny
monoclinic
P2/e
10.1702(3)
10.1392(3)
16.4662(5)

94.768(3)

1692.07(8)
2
979.10
956
1.922
0.641
0.983, 0.907
Mo-Ka, 0.71073
110(1)
3310324
-15..15,-15 ... 15,24 ...
51795
5845 [0.0681]
4260
5845/0/262
1.035
0.0533,0.1089
0.0827, 0.1205
0.799, -0.623

24 -6

TAPP-I
CosHiFuL N
triclinic
Pl
5.0400(6)
10.5468(13)
14.3120(19)
106.013(11)
94.290(10)
91.147(10)
728.54(16)

1
1169.95
538
2,667
34.725
1.0000,0.5093
Cu-Ka, 1.54184
110(1)
441070.1

6,412 12,417 ..

9037
2576 [0.0744]
2166
2576 /84/226
L117
0.1091, 0.2667
0.1230,0.2775
3.645,-1.256

16




