Figure 1S Atomic numbering and internal coordinates of TMB. In the benzyl ring, 2 is, e.g., the angle formed by the C2H2 bond and the plane of the three atoms C1, C3, C2, all four atoms being in one plane in the equilibrium position; t23 is, e.g., the dihedral angle C1C2C3C4, between the two planes defined by atoms C1, C2, C3 and C2, C3, C4, respectively.
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