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Figure S1. Atomic charges for the (a) O3HT, (b) liner alkane, and (c) NH,-terminated molecule used in MD simulations. For the evaluation method

of the atomic charges, see Sec. 2 in the main text.
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Figure S1. Continued.



Electronic Supplementary Material (ESI) for Physical Chemistry Chemical Physics
This journal is © The Owner Societies 2013

55,000
54,000
~ 53,000
E WWWWWWW
£ 52,000
X
5 51,000 v AN g A, st et e
g 1
i 50,000
<
E 49,000 L2 2"d A
2 \,\ AR TPV ATV et el TN b 0]
0 48,000 -
E I "”W’LM“WWWWW
2 47,000
46,000 —P3HT/CH3-SAM (Edge-on) —P3HT/CH3-SAM (Face-on)
| ~—P3HT/NH2-SAM (Edge-on) —P3HT/NH2-SAM (Face-on)
0 1 2 3 4 5 5
Time (ns)

Figure S2. Total potential energies as a function of simulation time for the model systems of P3HT on

the CHs-terminated and NH,-terminated SAMs.
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Figure S3. MD snapshots of simulation for the systems with a limited number of O3HT molecules. In
(a)-(d), the SAM system is the CHj3-terminated SAM and the number of stacked O3HT molecules are
two (a and b), four (c¢), and six (d). Panels (e)-(g) show the systems of two-, four-, and six-stacked
O3HTs and the NH,-terminated SAM, respectively. The simulation time is at 1.2 ns for (a) and 4 ns for
the other panels. The O3HT takes the face-on orientation in (b) and (e) and the edge-on orientation in

the other panels.
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Figure S3. Continued.



