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Supplementary computational methods

Table S1. Effective U value (U.g) versus the calculated MAE (in meV) of Ir-DCA.

Uer(eV) 0 0.5 1.0 1.5 2.0 SCAN

MAE(meV) 180 188.36 119.56 24.319 184 259
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Fig. S1. Projected density of states (PDOS) of Ir-DCA
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Fig. S2. K points convergences for torque and direct method, respectively.



