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Figs. S1–S2 show the top view of the charge density
difference plots discussed in the main text.

In the following, we have listed information about the
supplementary movies. These animated movies show a
360◦ view of charge density difference isosurface plots
from both top and side views as discussed in the main
text.

1. Supplementary_Movie_1: Charge density differ-
ence isosurface plots for FePc physisorbed on MoS2

from top and side views.

2. Supplementary_Movie_2: Charge density differ-

ence isosurface plots for FePc physisorbed on
graphene from top and side views.

3. Supplementary_Movie_3: Charge density differ-
ence isosurface plots for CoPc physisorbed on MoS2

from top and side views.

4. Supplementary_Movie_4: Charge density differ-
ence isosurface plots for CoPc physisorbed on
graphene from top and side views.
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Figure S1. (Color online) Top view of charge density difference plots between the MoS2/graphene surface and FePc for the
composite FePc on MoS2 (left panel) and FePc on graphene (right panel) system. The isosurfaces are plotted with 1/10 th

of the maximum isosurface values. Red (Blue) color denotes positive (negative) charge density. The FePc molecule is made
transparent for an easy viewing of the charge density difference in the molecule.

Figure S2. (Color online) Top view of charge density difference plots between the MoS2/graphene surface and CoPc for the
composite CoPc on MoS2 (left panel) and CoPc on graphene (right panel) system. The isosurfaces are plotted with 1/10 th

of the maximum isosurface values. Red (Blue) color denotes positive (negative) charge density. The CoPc molecule is made
transparent for an easy viewing of the charge density difference in the molecule.


