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Figure S1. Proposed structural models for 2HTPTBP on Cu(111) with different coverages: (a) 

relatively low coverage; (b) medium coverage; (c) monolayer coverage. The red and yellow 

ovals indicate the individual molecules with different orientations. The blue, green, and purple 

bars highlight the similarties between the structures with different coverages. 



Figure S2. STM images of 2HTPTBP on Cu(110) after annealing to 450 K for 10 min. The 
intramolecular conformation changes from saddle shape to four-protrusion structure. The red and 
green circles highlight the intact and the deformed molecules, respectively. The deformed 
molecules show a four-protrusion conformation, which most probably results from the self-
metaltation and/or dehydrogenation of 2HTPBP on Cu(110).



Molecular geometry of 2HTPBP optimized using DFT in the gas phase

Atomic Cartesian coordinates optimized at the BP-D3/SV(P) level of theory; see the main text 
for further information.
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