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The potential is constructed as a sum of the short-term exponential, long-term 𝑟−4 power, and the
Coulomb potentials:

𝑈(𝑟𝑖𝑗) = 𝐴𝑖𝑗𝑒−𝛼𝑖𝑗𝑟𝑖𝑗 − 𝐶𝑖𝑗
𝑟4

𝑖𝑗
+ 𝑞𝑖𝑞𝑗

4𝜋𝜖0𝑟𝑖𝑗

The corresponding parameters of the potential have been determined as described in the above-
mentioned manuscript:

𝐴𝑖𝑗 (eV) 𝛼𝑖𝑗 (Å
−1) 𝐶𝑖𝑗 (eVÅ

4)
Ni-Cl 10715.83 5.034 0.0
Cl-Cl 1439.08 3.494 0.779
Ni-Ni 0.0 0.0 0.0

𝑞 (|e|)
Ni 1.34
Cl -0.67

A 7 Å cutoff was applied for the exponential and power terms of the potential. The Coulomb
potential was calculated using the Ewald summation method with the cutoff of 12 Å.
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