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As discussed in the main text, the original interlayer potential (ILP) for hexagonal boron nitride (h-BN)
1
 was 

parametrized against density functional theory calculations performed using the B3LYP hybrid density functional,
2
 

augmented by the pair-wise dispersion correction of Tkatchenko and Scheffler (TS-vdW).
3
 To demonstrate the 

effect of the many-body dispersion (MBD) correction scheme,
4-7

 we compare in Fig. S1 the reference binding-

energy curves (black) presented in the main text, obtained using the MBD corrected screened-exchange hybrid 

density functional of Heyd, Scuseria, and Ernzerhof (HSE),
8-11

 to our previous B3LYP+TS-vdW reference data 

(green).
1
 The inclusion of MBD effects results in smaller binding-energies and slightly increased equilibrium inter-

dimer distances with respect to the TS-vdW results. These differences grow considerably with increasing contact 

size, thus emphasizing the importance of including MBD effects when considering interlayer interactions in large 

two-dimensional layered materials interfaces. Furthermore, the flexibility of the suggested ILP is clearly 

demonstrated, where appropriate parametrization provides good agreement with either pair-wise (blue) or MBD-

based (red) reference data. 
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Figure S1: Binding-energy curves of (a) the borazine dimer; (b) the borazine/HBNC system; (c) the HBNC dimer; 

and (d) a periodic h-BN bilayer, all calculated using the revised h-BN ILP (red) parametrized against the reference 

HSE+MBD results (black), compared to the original h-BN ILP curves (blue) and their reference B3LYP+TS-vdW 

data (green). 
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