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Molecular Dynamics (MD) simulations were performed to assess the thermal stability of the Cu,P and Cu,As monolayers. For the
MD simulations, a 4 x4 supercell was used in a 16.06 x<16.06 x13.25 A® box for Cu,P and a 16.84 x16.84 x19.40 A® box for Cu,As.

The detailed parameters are listed in Table S1.

MD Movies are included in the files available for download at temperatures of 300 K, 600 K, 900 K, 1200 K for the last 1 ps of each
simulation for Cu,P and Cu,As.
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Table S1: Comparison of parameters for various Cu,X materials. Some data included from references S1 and S2.

Bond Highest
Length Bond Length Extension Cohesive InPlane Phonon
300 600 900
K K K 1200 K 1500 K Energy Stiffness Frequency

A % eV N/m cm*
Cu2si 2.38 16%  37% Melt 3.46 93 420
Cu2Ge 2.43 17% 30%  40% 3.17 82 320
Cu2As 2.43 18% 36% Melt Melt 2.98 82 320
Cu2P 2.33 17% 33% 46%  Melt 3.21 82 400

(S1) Yang, L.-M.; Baci¢, V.; Popov, I.; Boldyrev, I.A.; Heine, T.; Frauenheim, T.; Ganz. E. J. Amer. Chem. Soc., 2015, 137, 2757

(S2) Yang, L.-M.; Popov, I. A.; Boldyrev, A. |.; Heine, T.; Frauenheim, T.; Ganz, E. Phys. Chem. Chem. Phys., 2015, 17, 17545


http://dx.doi.org/10.1039/1463-9084/1999

