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S11 X-ray Crystallographic Analysis of xanthoquinodin A4 (1).  

Upon crystallization from CH2Cl2:MeOH 2:1 using the vapor diffusion method, 

needles of xanthoquinodin A4 were obtained. Data were collected using a Sapphire 

CCD with a graphite monochromated Cu Kα radiation, λ = 1.54184 Å at 173.0 (3) K. 

Crystal data: C31H26O11, H2O, CH3OH, M = 624.58, monoclinic, space group C2; unit 

cell dimensions were determined to be a = 19.3701(7) Å, b = 11.4826(4) Å, c = 

12.6416(4) Å, α = 90.00 °, β = 95.310(3) °, γ = 90.00 °, V = 2799.65(17) Å3, Z = 4, Dx = 

1.482 g/cm3, F (000) = 1312, µ (Cu Kα) = 0.979 mm-1. 20967 reflections were 

collected until θmax = 60.86°, in which independent unique 3929 reflections were 

observed [F2 > 4σ (F2)]. The structure was solved by direct methods using the 

SHELXS-97 program, and refined by the SHELXL-97 program and full-matrix 

least-squares calculations1. In the structure refinements, nonhydrogen atoms were 

placed on the geometrically ideal positions by the “ride on” method. Hydrogen atoms 

bonded to oxygen were located by the structure factors with isotropic temperature 

factors. The final refinement gave R = 0.0600, RW = 0.1625, S = 1.049, and Flack = 

−0.1(3). 

 

S12 The calculated ECD spectra of 1, 3−5.  
The X-ray conformation was assigned as the preliminary conformation of 1 for 

calculation.  The initial conformations of 3−5 were optimized using MMFF94 

method in MarvinSketch 5.8.1.  The corresponding minimum geometries were 

further fully optimized by using HF/6-31G(d) method as implemented in the Gaussian 



09 program package.  The stable conformers obtained were submitted to ECD 

calculation by TDDFT [B3P86/6-311++G(2d, p)] method2.  The solvent effects were 

taken into account by the polarizable-conductor calculation model (CPCM, methanol 

as the solvent). 
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