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Crystallographic data 

X-ray intensity data for 5a and 2a were collected at respectively 100K and room temperature on an Agilent 

Supernova diffractometer, equipped with an Atlas CCD detector, using Mo Kα radiation (λ = 0.7107 Å). The images 

were interpreted and integrated with the CrysAlisPro software from Agilent Technologies.
1
 Using Olex2,

2
 the 

structure was solved with the ShelxS
3
 structure solution program using Direct Methods and refined with the ShelxL

3
 

refinement package using full-matrix least squares minimization on F
2
. In structure 5a, C25 and C26 are modeled in 

two positions with occupancies of 0.5. Non hydrogen atoms were anisotropically refined and the hydrogen atoms in 

the riding mode with isotropic temperature factors were fixed at 1.2 times Ueq of the parent atoms (1.5 for methyl 

groups). CCDC-966797 and CCDC-966798 contain 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. 

5a C26H26N2O, M = 382.49 g mol
-1

, monoclinic, P21/n (no. 14), a = 9.9630(9) Å, b = 10.2126(5) Å, c = 21.0844(18) 

Å, β = 97.452(10), V = 2127.2(3) Å
3
, T = 100.5(9) K, Z = 4, ρcalcd = 1.194 g cm

-3
, μ(Mo Kα) = 0.073 mm

-1
, F(000) = 

816.0, crystal size 0.2 x 0.2 x 0.2 mm
3
, 9185 reflections measured, 4353 unique (Rint = 0.0253) which were used in all 

calculations. The final wR2 was 0.1122 (all data) and R1 was 0.0458 (>2sigma(I)). 

2a C26H26N2O, M = 382.49 g mol
-1

, triclinic, P-1 (no. 2), a = 7.8694(12) Å, b = 10.0748(12) Å, c = 13.8855(9) Å, α = 

101.946(8) Å, β = 92.094(8), γ = 105.143(12) Å, V = 1034.8(2) Å
3
, T = 293(2) K, Z = 2, ρcalcd = 1.228 g cm

-3
, μ(Mo 

Kα) = 0.075 mm
-1

, F(000) = 408.0, crystal size 0.6 x 0.4 x 0.2 mm
3
, 21448 reflections measured, 4251 unique (Rint = 

0.0164) which were used in all calculations. The final wR2 was 0.1156 (all data) and R1 was 0.0427 (>2sigma(I)). 

  

5a 2a 

 

1
 CrysAlis PRO. Agilent Technologies UK Ltd, Yarnton, Oxfordshire, England, 2012. 

2
 O. V. Dolomanov, L. J. Bourhis, R. J. Gildea, J. A. K. Howard and H. Puschmann, J. Appl. Cryst., 2009, 42, 339-
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3
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