
                                                            1H-NMR data for XAC-BY630

Fig. 1 The structure and atom numbering of XAC-BY630

1H-NMR was performed in DMSO-d6 (Bruker AM 250 (250MHz) spectrometer).

Chemical shifts (δ) are recorded in ppm with reference to the residual solvent signal.

Coupling constants (J) are recorded in hertz, and signal multiplicities are described by s

(singlet), d (doublet), t (triplet), m (multiplet). Assignments, where given, are made based

on homonuclear correlation spectroscopy (COSY-45) and are in full agreement with

literature values, where these are available (1).  Numbering of the compound is given in

Fig. 1(a): δΗ 0.87, 0.90 (6H, overlapping t, J 9.3, N1-, N3-CH2CH2CH3), 1.14-1.25 (2H,

m, C24H2), 1.36-1.62 (6H, m, C23H2, C25H2, N1/3-CH2CH2CH3), 1.68-1.78 (2H, m, N1/3-

CH2CH2CH3), 2.04 (2H, t, J 7.3, C22H2), 3.04-3.19 (6H, m, C18H2, C19H2, C26H2), 3.86

(2H, t, J 7.4, N1/3-CH2CH2CH3), 4.01 (2H, t, J 7.1, N1/3-CH2CH2CH3), 4.52, 4.53 (4H, 2 x

s, C15H2, C29H2), 6.95 (1H, d, J 4.2), 7.05-7.10 (4H, m), 7.27−7.30 (3H, m), 7.35-7.40

(2H, m), 7.41 (1h, br s), 7.54-7.65 (3H, m), 7.70 (1H, s), 7.77 (1H, s), 7.80-7.92 (2H, s),

8.01-8.23 (4H, m).
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