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value) (spin–unpolarized GGA/PBE view). 

3. Influence of the breathing (disproportionation–driving) mode on crystal orbitals of CaCuO2 

(spin–unpolarized GGA/PBE view). 

4. Influence of the Q mode on crystal orbitals of CaCuO2 (spin–unpolarized GGA/PBE view). 

5. Influence of the breathing (disproportionation–driving) mode on the electronic band structure of 

CaCuO2 (spin–polarized LSDA+U view, J=1 eV, UCu=10.5 eV, UO = 4 eV). 

6. Influence of the Q mode on the electronic band structure of CaCuO2 (spin–polarized LSDA+U 

view, J=1 eV, UCu=10.5 eV, UO = 4 eV). 

7. Influence of the half–breathing mode on the electronic band structure of CaCuO2 (spin–

polarized LSDA+U view, J=1 eV, UCu=10.5 eV, UO = 4 eV). 

8. Table containing numerical data used for drawing Figure 1. An extended Table containing all 

data considered in preparation of this extract may be obtained from the authors upon request. 

9. References to the Table. These references cover also literature which was analyzed in 

preparation of the extended Table. 
 

(a) All contours of the electron density are shown for isovalue of 0.02 e Å–3. 

(b) Wherever applicable, the unit cell vectors (1., 2.) have been modified by ±5% with respect to 

experimental values. This allows for analyzing effects of a modest external pressure. 

(c) Wherever applicable, the intra-sheet Cu–O bond distances (3., 4.) have been modified by ±5% with 

respect to the experimental value (1.927 Å). This allows for analyzing effects of a given normal 

vibration (classical amplitude of vibrations is typically 10% of the equilibrium bond length). 
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1. Influence of the unit cell vector, a=b, on the electronic band structure of CaCuO2 (spin–
unpolarized GGA/PBE view). 
 

 
2. Crystal orbitals of CaCuO2 at a slightly compressed unit cell vector a=b (95% of the experimental 
value) (spin–unpolarized GGA/PBE view). 
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3. Influence of the breathing (disproportionation–driving) mode on crystal orbitals of CaCuO2 
(spin–unpolarized GGA/PBE view). 
 

 
4. Influence of the Q mode on crystal orbitals of CaCuO2 (spin–unpolarized GGA/PBE view). 
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5. Influence of the breathing (disproportionation–driving) mode on the electronic band structure of 

CaCuO2 (spin–polarized LSDA+U view, J=1 eV, UCu=10.5 eV, UO = 4 eV). 
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6. Influence of the Q mode on the electronic band structure of CaCuO2 (spin–polarized LSDA+U 

view, J=1 eV, UCu=10.5 eV, UO = 4 eV). 
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7. Influence of the half–breathing mode on the electronic band structure of CaCuO2 (spin–polarized 

LSDA+U view, J=1 eV, UCu=10.5 eV, UO = 4 eV). 
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