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Supplementary Figure 1. Top images: Chemical structures of two kinds of assembled molecules:
stearic acid (SA) and adenine (A). Down images: all models of SA-A-SA trimers and their
corresponding binding energies derived from theoretical calculations.




Supplementary Figure 2. (a) STM image of the assembled structure formed by pure adenine (A)
system. (b) Three kinds of theoretical models for the A-A dimer formed by hydrogen-bonding
interaction. (c) Theoretical model for the linear assembled structure originated from Dimer-II1.

a b (0} Trimer angle
SA-SA 4.43+0.20 nm | 0.82+0.20 nm 80.0°£2° 180°
A-A 0.80+0.1 nm 2.20£ 0.2 nm 76.0°+£2° 110°
SA-A-SA | 6.43+0.20 nm | 1.12+0.20 nm 89.8°+2° 140°

Supplementary Table 1. The parameter values for three kinds of assembled unit cells marked in their
STM images and corresponding theoretical models in Figures 1(b)(c), Figures 2(b)(c) and
Supplementary Figures 2(b)(c).
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