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Adsorption Site Determination

Figure S1: Topograph (V = 10mV) of an ordered island of InPc molecules. The current setpoint
was I = 5 nA in the upper part of the image, where the substrate atoms are resolved. The Pb(100)
lattice is marked by green dots and has been extrapolated to the bottom part of the image. The
current was lowered to 100 pA in the lower part to image the molecular layer. Four adsorption
sites (top, bridge x, hollow, bridge y) have been identified and are indicated by blue, green, black,
and white models of InPc molecules. The color scales used in the upper an lower parts of the image
have been separately adjusted.
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Figure S2: DFT-optimized structures of (a) neutral and (b) singly positively charged InPc. The
neutral InPc molecule displays a shuttlecock-like shape while the charged molecule is planar.
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