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Table 1. Crystal structure data for 1–3.

	
	1
	2
	3

	Formula
	
	
	

	Mr
	
	
	

	Cryst. size, mm3
	s1 ( s2 ( s3
	s1 ( s2 ( s3
	s1 ( s2 ( s3

	Crystal system
	
	
	

	Space group
	e.g.: P
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, P21, P21/c
	C2/c, P212121, Cmc21
	Pnma, Cmce, Fm
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m

	a, Å
	
	
	

	b, Å
	
	
	

	c, Å
	
	
	

	α, deg
	
	
	

	β, deg
	
	
	

	γ, deg
	
	
	

	V, Å3
	
	
	

	Z
	
	
	

	Dcalcd, g cm–3
	
	
	

	μ(MoK(), cm–1
	
	
	

	F(000), e
	
	
	

	hkl range
	e.g. +10, +8, (12
	e.g. –8 ≤ h ≤ +8
–10 ≤ k ≤ +12
–14 ≤ l ≤ +13
	

	((sinθ)/λ)max, Å–1
	
	
	

	Refl. measured
	
	
	

	Refl. unique
	
	
	

	Rint
	
	
	

	Param. refined
	
	
	

	R(F)/wR(F2)a (all reflexions)
	
	
	

	x(Flack)
	mandatory in case of a non-centrosymmetric space group
	
	

	GoF (F2)a
	
	
	

	Δρfin (max/min), 
e Å–3
	
	
	


a Definition of R values and GoF, as well as information on weighting scheme applied
Table 2. Selected bond lengths (Å), angles (deg), and dihedral angles (deg) for 1, 2, and 3 with estimated standard deviations in parentheses.





1


2


3

	Distances
	
	
	

	A1–A2
	X.XXX(X)
	
	

	A3–A4
	
	
	

	Angles
	
	
	

	A1–A2–A3
	XXX.X(X)
	
	

	A2–A3–A4
	
	
	

	Dihedral Angles
	
	
	

	A1–A2–A3–A4
	XX.X(X)
	
	


Figure Captions
Fig. 1. Caption to Figure 1
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