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Analytical Data of compound 1

† Analytical Data for 1: Anal. Calcd. C 41.37, H 4.37, N 9.66: Found C 41.51, H 4.49, 9.56. IR (KBr): 1927 (vs), 1824 (vs) (CO, 1730 (s) (C=O, Ester, 1614 (s), (C=O, Carboxylate; IR (THF): 1928 (vs), 1834 (vs) (CO, 1743 (s) (C=O, Ester, 1652. MS (ESI-pos; MeOH): 436 [M+H]+, 458 [M+Na]+, 474 [M+K]+, 568 [M+Cs]+, 871 [2M+H]+; 1H NMR (dmso-d6),  / ' denotes ma / mi isomers: 8.62 / 8.02 (1H, s, N2CHHis), 7.12 / 6.92 (1H, s, CHHis), 4.69 / 3.90 (1H, br, NH2), 4.18 / 3.86 (1H, br, NH2), 4.38 / 4.19 (2H, m, N-CH2), 3.62 / 3.29 (3H, s, OCH3), 3.43 (1H, m, CH), 2.92 / 2.83 (2H, m, N-CH2-CH2), 2.80 / 2.85 (1H, m, CH), 2.80 / 2.63 (1H, m, CH), 3.50 / 3.50 (1H, m, Hc, Allyl), 3.28 / 3.23 (1H, m, Ha/s, Allyl), 3.11 / 2.74 (1H, m, Ha/s, Allyl), 1.22 (d, J = 9.6 Hz) / 0.81 (1H, m, Hs/a, Allyl), 0.99 (d, J = 9.4 Hz) / 0.81 (1H, m, Hs/a, Allyl); 13C NMR (dmso-d6): 229.7 / 228.6, 227.9 / 227.1 (CO), 178.0 / 178.9 (COHis), 171.0 (COEster), 141.9 / 140.3 (N2CHHis), 134.1 / 135.5 (C, His), 117.5 / 117.5 (CHHis), 68.2 / 74.1 (Cc, Allyl), 57.7 / 60.1 (CAllyl), 51.6 / 54.7 (CAllyl), 52.0 / 51.8 (C(), 51.6 / 51.6 (OCH3), 42.6 / 42.3 (N(-CH2), 34.5 / 34.3 (N(-CH2-CH2), 27.9 / 27.9 (C().
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