THE NEW CYCLOADDITION REACTIONS OF FLUORINATED 1,3,4-OXADIAZOLES
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DHeprust rpaHUYHbIX opOuTanei (G6-31%) u moTeHIaI HOHU3AIUN

HOMO and LUMO energies (G6-31%*) and ionization potential
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AE 14,661004 14,873425 13,751913
fig 1
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Acyclic dienes
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Cyclic dienes

Rf CF37 C3F7a CF3
R: CF, C3F5, COO)OC,Hs

*[6.] N.V. Vasiliev, D.V. Romanov, T.D. Truskanova, K.A. Lysienko, G.V. Zatonsky, Mend.Comm, 2006, in press.
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5,7-Bis(trifluoromethyl)-6-oxatetracyclo[5.3.0.0>.0**|dec-9-ene

XRD analysis data

Fig. 2

The selected bond length (A): C(1)-C(10) 1.508(2), C(1)-C(7) 1.548(2) C(1)-C(2) 1.582(2), C(2)-C(3) 1.539(2), C(2)-C(5)
1.560(2), C(3)-C(4) 1.539(2), C(4)-C(5) 1.556(2), C(4)-C(8) 1.582(2), C(5)-0(6) 1.408(2), O(6)-C(7) 1.414(2), C(7)-C(8)
1.548(2), C(8)-C(9) 1.506(2), C(9)-C(10) 1.327(3) and angle(®): C(10)-C(1)-C(7) 100.70(12), C(10)-C(1)-C(2) 113.01(13), C(7)-
C(1)-C(2) 99.14(11), C(3)-C(2)-C(5) 87.29(11), C(3)-C(2)-C(1) 111.99(12), C(5)-C(2)-C(1) 99.99(11), C(4)-C(3)-C(2)
87.22(11), C(3)-C(4)-C(5) 87.42(11), C(3)-C(4)-C(8) 111.84(13), C(5)-C(4)-C(8) 99.81(11), O(6)-C(5)-C(12) 108.67(12), O(6)-
C(5)-C(4) 109.86(11), C(12)-C(5)-C(4) 120.12(12), O(6)-C(5)-C(2) 109.55(11), C(12)-C(5)-C(2) 120.88(12), C(4)-C(5)-C(2)
85.89(11), C(5)-0(6)-C(7) 96.74(10), O(6)-C(7)-C(11) 106.85(12), O(6)-C(7)-C(1) 107.51(11), C(11)-C(7)-C(1) 118.19(12),
0(6)-C(7)-C(8) 107.33(11), C(11)-C(7)-C(8) 118.31(13), C(1)-C(7)-C(8) 97.81(12), C(9)-C(8)-C(7) 100.88(12), C(9)-C(8)-C(4)
113.17(13)C(7)-C(8)-C(4) 99.35(11), C(10)-C(9)-C(8) 109.37(14), C(9)-C(10)-C(1) 109.65(14).
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