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Example of NG-AFM topography image

DNA mode Simulation result
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(a)

(b) (d)

(c) (e)

Figure S1. p-Nitroaniline (101) surface and Sijg tip. Top and side views of the
symmetric tip are shown in panels a and b. The simulated tip-surface force distribution
is in panel c. The tip was tilted by 17° as shown in panel d and the force simulated with

the tilted tip is shown in panel e.
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Example of AFM imaging simulation

AFM imaging of collagen adsorbed to the HOPG substrate
Molecular model Simulation result

Katsunori Tagami and Masaru Tsukada, e-J. Surf. Sci. Nanotech. Vol. 4 (2006) 294-298.
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/ cf. Experiment

Topographic images of CuPc monolayers on
Au(111) surfaces obtained by FM-AFM. (a) 6x6
nm2, Af =-450 Hz. (b) 7x7 nm?2, A f =-134 Hz.

T. Ichii et al, Journal of Applied Physics 107,
024315 (2010).
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Tip: capped SWCNT i
L e l Cross section of sample models

Length: 41.4 A

,,,,,,,

SWCNT model

DWCNT model TWCNT model

Interlayer distance = 3.89 A(D,
The sample models can be deformed,
but the atoms at both edges can not. - -
The tip model can not be deformed. Chiral Dlameter(A) Length (A)
Vector
MMS3 force field parameter 1st CNT (Outermost) | (40, 0) | 31.14 A 168.03 A
Atom ID 2 (C,, alkene) was assigned. ond CNT (30 O) 23 35 A 168.03 A
3d CNT (Innermost) | (20, 0) | 15.57 A 168.03 A

(*1) A little larger than the mesured distance 3.4 A [1].
[1] Sumio lijima, Nature 354 (1991) 56.
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nc-AFM simulation of an Olympicene radical, C;4H,,
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/ cf. Experiment
nc-AFM, Olympicene on Cu(111)

r
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Experiment by Leo Gross et al.

Ed. by Jon Edwards, RSC NEWS, JUNE 2012,
\ RSC News editorial office, Thomas Graham House/
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[DFTB] Constant current STM image of pentacene

Ref. Pentacene on Au(111)
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