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1. Crystallography of 2n

Single crystals of complex 2n suitable for X-ray structural analysis were obtained from a
CH;CN/hexane solution. Diffraction datas were collected at 296 K ona Bruker SMART-
CCD diffractometer using graphite-monochromated Mo Ka radiation (A= 0.71073 A). The
structures were solved by direct method sand refined by full-matrix least squares on F2. All
nonhydrogenatoms were refined anisotropically, and the hydrogen atoms were included in
idealized positions. All calculations were performed using the SHELXTL crystallographic
software packages. CCDC-1510707 (2n) contain 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.
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Crystal data and structural refinement details for complex 2n

Empirical formula C21 H14 O
Formula weight 282.32
Temperature 296(2) K
Wavelength 0.71073 A
Crystal system Monoclinic
space group P2(1)/n
Unit cell dimensions a=9.567(5A a=90°
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http://www.ccdc.cam.ac.uk/data_request/cif

Volume

Z

Calculated density

Absorption coefficient

F(000)

Crystal size

Theta range for data collection

Limiting indices

Reflections collected / unique

Completeness to theta = 28.24

Absorption correction

Max. and min. transmission

Refinement method

Data / restraints / parameters

Goodness-of-fit on F2

Final R indices [[>2sigma(I)]

R indices (all data)

Largest diff. peak and hole

b=17.241(9)A B=110.813(8)°
c=9.9455)A  y=90°

1533.3(14) A3

1.223 Mg/m?
0.074 mm!
592
0.16x 0.14 x 0.12 mm?

2.361t028.24°

-12<=h<=12, -9<=k<=22, -13<=I<=12

9431 /3690 [R(int) = 0.0286]

97.3 %

Multi scan

1.0000 and 0.2000

Full-matrix least-squares on F?

3690/0/199

1.026

R1=10.0410, wR2 = 0.0949

R1=10.0712, wR2 =0.1089

0.131 and -0.141 e.A3
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2. TH NMR and BC NMR spectra of Products 2
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Figure S1. ESI-HRMS detection of the reaction mixture using la as substrate with 1h under the

standard conditions.

-S 18-



