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Fig. S1 Total adsorption isotherms — 6(u/|w|), partial adsorption isotherms for the “strong” sites —
Bs(u/|w]|), internal energy and differential heat of adsorption vs. surface coverage — U(8) and Qq(0),
correspondingly. All curves were calculated for the surface with L,=1 and L,,=2 topography at £/|w|=2,

RT/|w|=0.1662.
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Fig. S2 Total adsorption isotherms — 6(u/|w|), partial adsorption isotherms for the “strong” sites —
Os(u/|w|), internal energy and differential heat of adsorption vs. surface coverage — U(8) and Qq(0),
correspondingly. All curves were calculated for the surface with L;=1 and L,,=3 topography g/|w|=2,

RT/|w|=0.1662.



10 T ¥ T ¥ T T T T T T T y:
N|WI LS=2’ LW=1 ’/'
] —=—0 ——12 et |
Ll —o—04 1.4
—4—08 —e—16
| —=08 ——20 ]
0.6 1.0
9 0.4 4 : A|w| i 5
; ——22 3.2
——24 ——3.4
0.2 4 =26 —=—36
[ ——28 —e—38
J: ) ——3.0 4.0
0.0 28 . , , :
-4 -2 0 2 4 6 8
Ww|
1.0
0.8+
0.6
0 3
- "":O
S 04 =
=== a2
——04 —<+—12 —34
0:2+ 06 14 —=—36 -
——08 =+ 16 —=—38
1.0 ——20 4.0
0.0 —iape : T r . .
-4 2 0 2 4 6 8
/Wl 6

Fig. S3 Total adsorption isotherms — 8(u/|w|), partial adsorption isotherms for the “strong” sites —

Bs(u/|w]), internal energy and differential heat of adsorption vs. surface coverage — U(8) and Qq(6),

correspondingly. All curves were calculated for the surface with L;=2 and L,=1 topography £/|w|=2,
RT/|w|=0.1662.
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Fig. S4 Total adsorption isotherms — (/| w|), partial adsorption isotherms for the “strong” sites —
Bs(u/|w]), internal energy and differential heat of adsorption vs. surface coverage — U(8) and Qq(0),

correspondingly. All curves were calculated for the surface with L,=3 and L,=1 topography g/|w|=2,

RT/|w]|=0.1662.



Fig. S5 Phase diagram of the adsorption overlayer for the surface with L,=1 and L,=2 topography (left side).
Lines are for the ground state phase diagram of the adlayer, and color map corresponds to the regions of
the parameter space, where the shown ordered structures had been found with Monte Carlo method at

RT/|w]|=0.1662. Right side of the figure: the corresponding ordered structures.
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Fig. S6 Phase diagram of the adsorption overlayer for the surface with L;=1 and L,,=3 topography (left side).
Lines are for the ground state phase diagram of the adlayer, and color map corresponds to the regions of
the parameter space, where the shown ordered structures had been found with Monte Carlo method at
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Relation between the notations in the main text of the article and ESI:
LG=LG,D=W,,L=W,,D-Ch=W;,Ch=W,,Z=WY,, CP =W,

LI L LI

db dd

-

+++++
Ll L L

uJE+
L

LE L

ol ol o e

We

LS L8

=

s g g
-

ol bk b

Relation between the notations in the main text of the article and ESI:
LG = I.G, D= w]_, L= wz, Ch= lU3_1, L-Ch = lIJ3_2, Z-Ch = UJ4, Z= ws, CP= "U(;.

RT/|w]|=0.1662. Right side of the figure: the corresponding ordered structures.
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Relation between the notations in the main text of the article and ESI:
LG=LG,L-Ch=W,, L-Z=W,,Ch=W;, L-Z-Ch=W,, Z=W,,, L-CP=W;,, L-2DPN=W,, CP =W,

Fig. S7 Phase diagram of the adsorption overlayer for the surface with L,=2 and L,=1 topography (left side).
Lines are for the ground state phase diagram of the adlayer, and color map corresponds to the regions of
the parameter space, where the shown ordered structures had been found with Monte Carlo method at

RT/|w]|=0.1662. Right side of the figure: the corresponding ordered structures.
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Relation between the notations in the main text of the article and ESI:
LG = LG, L-D-Ch = Wl, Ch= Wu, D-Ch = wz_z, L-Z= w2_3, L-Z-Ch = l'ug, Z= W4, L-2DPN = l'us, CP= ws-

Fig. S8 Phase diagram of the adsorption overlayer for the surface with L;=3 and L,,=1 topography (left side).
Lines are for the ground state phase diagram of the adlayer, and color map corresponds to the regions of
the parameter space, where the shown ordered structures had been found with Monte Carlo method at

RT/|w|=0.1662. Right side of the figure: the corresponding ordered structures.



