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Abstract

Derivatives based on Tröger’s base’s skeleton bearing fused pyrazole or isoxazole rings were prepared in good yields by reacting amino-substituted pyrazole or isoxazole with formaldehyde or acetaldehyde in ionic liquid [bpy][BF4].
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3b: white solid; mp >295 °C. Anal. Calcd for C38H36N6O2: C, 74.98; H, 5.96; N, 13.81; O, 5.26. Found: C, 74.95; H, 5.95; N, 13.80; O, 5.25. 1H NMR (400 MHz, CDCl3, Me4Si): δ = 1.27 (d, J = 6.8 Hz, 3 H), 1.65 (d, J = 7.2 Hz, 6 H), 3.73 (q, J = 6.8 Hz, 1 H, 7-H or 14-H), 3.73 (q, J = 6.8 Hz, 1 H, 7-H or 14-H), 3.82 (s, 6 H, OCH3), 4.35 (q, J = 6.8 Hz, 1 H), 6.83 (d, J = 8.8 Hz, 4 H, ArH), 7.37-7.52 (m, 10 H, ArH), 7.61 (d, J = 7.6 Hz, 4 H, ArH).

            


            


            
3c: white solid; mp 189-191 °C. Anal. Calcd for C14H18N4O2: C, 61.30; H, 6.61; N, 20.42; O, 11.66. Found: C, 61.30; H, 6.60; N, 20.41; O, 11.64. 1H NMR (400 MHz, CDCl3, Me4Si): δ = 1.18 (d, J = 6.8 Hz, 3 H), 1.24 (d, J = 6.8 Hz, 3 H), 2.00 (s, 3 H), 2.20 (s, 3 H, 5-Me, 12-Me), 2.27 (s, 3 H, 5-Me, 12-Me), 3.36 (q, J = 7.2 Hz, 1 H), 3.86 (q, J = 6.4 Hz, 1 H), 4.78 (s, 1 H).
[bookmark: RW19906ST-12]12  The single crystal growth was carried out in EtOH at r.t. Crystal data for 2b: Empirical formula: C35H30N6O2, colorless, crystal dimension: 0.23 × 0.16 × 0.06 mm, triclinic, space group: P1, a = 9.79(2) Å, b = 12.21(3) Å, c = 13.47(3) Å, α = 86.71(4)°, β = 84.35(4)°, γ = 67.39(4)°, V = 1480(6) Å3, M
            r = 566.65, Z = 2, D
            c = 1.271 Mg/m3, λ = 0.71073 Å, µ (Mo-Kα) = 0.082 mm-1, F(000) = 596, S = 0.996, R
            1 = 0.0601, wR
            2 = 0.0753. Crystallographic data for the structure of 2b reported in this letter have been deposited with the Cambridge Crystallographic Data Centre as supplementary publication no. CCDC-626763.
[bookmark: RW19906ST-13]13  The single crystal growth was carried out in EtOH at r.t. Crystal data for 3a: Empirical formula: C26H28N6, colorless, crystal dimension: 0.32 × 0.19 × 0.17 mm, monoclinic, space group: P21/n, a = 10.372(3) Å, b = 13.986(3) Å, c = 15.905(4) Å, α = 90°, β = 104.893(4)°, γ = 90°, V = 2229.7(9) Å3, M
            r = 424.54, Z = 4, D
            c = 1.265 Mg/m3, λ = 0.71073 Å, µ (Mo-Kα) = 0.078 mm-1, F(000) = 904, S = 1.029, R
            1 = 0.0508, wR
            2 = 0.1145. Crystallographic data for the structure of 3a reported in this letter have been deposited with the Cambridge Crystallographic Data Centre as supplementary publication no. CCDC-620792.
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