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SUPPLEMENTARY MATERIAL

(for the communication “Exclusive Transition State Stabilization in the Supramolecular Catalysis of Diels Alder Reaction by a Uranyl

Salophen Complex.” submitted by Antonella Dalla Cort, Luigi Mandolini* and Luca Schiaffino).
Synthesis of compounds 2b and 3b.
Materials

Salicylaldehyde (Aldrich) and uranyl acetate dihydrate (Fluka) were commercial samples.
3-Phenylsalicyaldehyde was available from a previous work.' 4,5-Bis-dodecyloxy-benzene-1,2-

. . . . 2
diamine was prepared according to a literature procedure.

Synthetic procedure

Nonsymmetrical complex 1b was prepared according to a previously described statistical
procedure.” The three reaction products were separated by flash chromatography on silica gel.
Product 4 was eluted with cyclohexane/acetone 80:20, product 1b with cyclohexane/acetone 50:50,

product 3b with acetone.

"' A. Dalla Cort, J. I. Miranda Murua, C. Pasquini, M. Pons, L. Schiaffino, Chem. Eur. J. 2004, 10, 3301-3307.
2 M.M.G. Antonisse, M. Martijn, B.H.M. Snellink-Rueel, 1.Yigit, J.F.J. Engbersen, D.N. Reinhoudt, J. Org. Chem.

1997, 62, 9034-9038.
* A. Dalla Cort, L. Mandolini, G. Calmieri, C. Pasquini, L. Schiaffino, Chem. Commun., 2003, 2178-2179.
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[[4,5-Bis(dodecyloxy)-1,2-bis[nitrilomethylidyne(2-hydroxyphenyl)|phenylene](2-)-
N,N’,0,0’]dioxouranium (3b) (yield 21%) showed spectral data consistent with those already

reported in the literature.”

[[4,5-Bis(dodecyloxy)-1-[nitrilomethylidyne(2-hydroxy-biphenyl-3-yl)]-2-
[nitrilomethylidyne(2-hydroxyphenyl)|phenylene](2-)-N,N’,0,0’|dioxouranium (1b).

Yield 45%; '"HNMR (CDCls, 200 MHz): & 9.58 (1H, s), 9.47 (1H, s), 8.00 (2H, d, J=3.0 Hz),
7.93-7.62 (3H, m), 7.49-7.13 (7H, m), 6.95 (1H, t, J = 7.4 Hz), 6.81 (1H, t, J = 7.2 Hz), 4.36 (2H, t,
J=6.3 Hz), 425 (2H, t,J=6.3 Hz), 2.05 (4H, m), 1.68 (4H, m), 1.60-1.30 (32H, m), 1.07-0.95
(6H, m); C NMR (CDCl;, 75 MHz): § 167.7, 164.7, 151.1, 151.0, 141.2, 141.1, 139.6, 137.2,
136.8, 135.6, 135.4, 133.1, 130.3, 129.9, 128.5, 127.4, 125.9, 125.8, 124.4, 122.1, 120.1, 118.9,
105.9, 105.5, 70.8, 70.6, 32.6, 30.4, 30.3, 30.2, 30.1, 30.0, 29.9, 26.8, 26.7, 23.4, 14.8. Anal. Calcd
Cs50HesN2OgU * 3 H,O: C, 55.44; H, 6.70; N, 2.59. Found: C, 55.5; H, 7.0; N, 2.4.

Structure of the optimised geometry of the transition state in cartesian coordinates

Calculated with use of the Gaussian 03* package.

* Gaussian 03, Revision C.02, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A. Robb, J. R. Cheeseman,
J. A. Montgomery, Jr., T. Vreven, K. N. Kudin, J. C. Burant, J. M. Millam, S. S. Iyengar, J. Tomasi, V. Barone, B.
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