
Max  Locations

Titanium
(R2 :  0.57/0.57)

Pointwise

4970 4980 4990 5000 5010 5020

Polynomial

Vanadium
(R2 :  0.81/0.81)

5470 5480 5490 5500 5510 5520

Chromium
(R2 :  0.84/0.84)

6000 6010 6020 6030 6040

Manganese
(R2 :  0.78/0.77)

6550 6560 6570 6580 6590

Max  Locations

Iron
(R2 :  0.78/0.78)

Pointwise

7120 7130 7140 7150 7160

Polynomial

a0 + a1 x +  a2 x2 +  a3 x3;   Argmax ( (E)) 

Cobalt
(R2 :  0.73/0.78)

7720 7730 7740 7750 7760

Nickel
(R2 :  0.63/0.5)

8340 8350 8360 8370 8380

Copper
(R2 :  0.59/0.6)

8990 9000 9010 9020 9030

Bader Charge Feature Ranking


