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Single crystal X-ray crystal studies. 

The crystal data collection and refinement parameters are given in Table S1. 

CCDC 911884, 918341, contains the supplementary crystallographic data for this paper. 
These data can be obtained free of charge from the Cambridge Crystallographic Data Centre 
via www.ccdc.cam.ac.uk/data_ request/cif. 
 

 

Figure S1. Crystal packing for complex 2.  
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Table S1. Crystallographic data for 1 and 2.  

Compound 1 2 

Formula C19H26DyN7O12,  C19H30DyN7O12,  
fw 706.97 711.00 

Crystal size / mm3 0.19 x 0.12 x 0.21 x 0.12 x 

Crystal system triclinic triclinic 

Space group P -1 P -1 

a, Å 7.893(4) 11.224 (3) 

b, Å 11.861(5) 11.240(4) 

c, Å 13.990(5) 11.498(4) 

α, ° 92.479(5) 84.705(10) 

β, ° 95.807(5) 83.654(10) 

γ, ° 94.319(5) 65.825(10) 

Cell volume, Å3 1297.6(11) 1313.5(7) 

Z 2 2 

T, K 100(1) 100(1) 

F000 702 710 

µ / mm–1 2.953 2.918 

θ range / ° 1.72 – 30.69 1.78 – 36.44 

Refl. collected 31 722 39 891 

Refl. unique 7 653 12 034 

Rint 0.0314 0.0223 

GOF 1.098 1.138 

Refl. obs. 
σ

6 970 11 295 

Parameters 354 354 

wR2 (all data) 0.1089 0.0556 

R value (I>2σ(I)) 0.0385 0.0236 

Largest diff. peak 
and hole (e-.Å-3) 

-1.775 ; 1.861 -1.077 ; 1.680 

 

Magnetic measurements 

Corrections: 

The diamagnetic component of the eicosan was corrected by subtracting the raw magnetic 
moment of the normalized eicosan component of the sample to the raw magnetic moment of 
the total sample.  
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Figure S2. Plot of χ’ and χ” vs temperature at H = 0 for 2. 

 

 

Figure S3. Plot of χ’ and χ’ vs temperature at H = 1000 Oe for 2.  

Cole-Cole plots fits. The Cole-Cole plots were fitted with a generalized Debye model1 using 
Matematica.2  

χ '(νac )= χ∞ +
(χ0 − χ∞)[1+ (2πνacτ )1−α sin(απ / 2)]

1+2(2πνacτ )1−α sin(απ / 2)+ (2πνacτ )2(1−α )
   (eq S1) 

χ "(νac ) =
(χ0 − χ∞)(2πνacτ )1−α cos(απ / 2)

1+ 2(2πνacτ )1−α sin(απ / 2)+ (2πνacτ )2(1−α )
   (eq S2) 

Where χ∞ is the adiabatic susceptibility (at νac � ∞), χ0 is the isothermal susceptibility (at νac 
� 0) and τ is the average relaxation time of magnetization.  
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Figure S4. Hysteresis loops for a single crystal of 2 at fixed temperatures and varying sweep 
rates as indicated on the graphs. 

 

 

Figure S5. Expansion of the hysteresis loops for a single crystal of 1 (a) and 2 (b) at fixed 
sweep rates and variable temperatures as indicated on the graphs. 
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Figure S6. Temperature dependence of the χT product at 10 000 Oe: 1 = ○ and 2 = ●; the 
solid lines correspond to the SO-CASSCF fits. 

 

 

Figure S7. Plot of χ’ and χ’ vs wave frequency at H = 1000 Oe for a diluted (1:10) sample of 
2.  
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Figure S8. Orientation of the main anisotropic axes. The first nine Kramers doublets (KD) are 
shown: red = KD1, purple = KD2, light blue = KD3, orange = KD4, green = KD5, dark blue 

= KD6, brown = KD7, black = KD8.  
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